LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090518\

Data File : BF108791.D

Aca On : 5 Sep 2018 23:01 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22Ie : J4741-05 AOC2-04A

ALS Vial : 11 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-BF090518 .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 4.931 435 441 447 rBV 163695 197758 4.11% 0.372%
2 5.342 506 511 514 rBVY 4811076 4664050 96.92% 8.781%
3 6.019 623 626 630 rBV 74351 70127 1.46% 0.132%
4 6.366 679 685 688 rBY 4896173 4812201 100.00% 9.060%
5 6.501 703 708 711 rBVY 5062390 4795963 99.66% 9.030%
6 6.566 716 719 722 rBV 100381 82091 1.71% 0.155%
7 6.737 744 748 751 rBVY 1757897 1487124 30.90% 2.800%
8 6.889 770 774 778 rVB 3858965 3359373 69.81% 6.325%
9 7.289 837 842 845 rBVY 2892934 2847103 59.16% 5.360%
10 8.013 961 965 969 rBY 2183361 1760231 36.58% 3.314%

11 8.978 1124 1129 1132 rBV2 180898 160581 3.34% 0.302%
12 9.089 1144 1148 1151 rVB 4903412 4073289 84.65% 7.669%
13 9.166 1157 1161 1163 rBV2 168943 167708 3.49% 0.316%
14 9.219 1166 1170 1173 rVB 196355 169468 3.52% 0.319%
15 9.413 1199 1203 1204 rBV 124440 110188 2.29% 0.207%

16 9.430 1204 1206 1210 rVB 117372 98868 2.05% 0.186%
17 9.483 1210 1215 1218 rBV 1794643 1627882 33.83% 3.065%
18 9.560 1225 1228 1230 rBV 75282 65213 1.36% 0.123%

19 9.689 1245 1250 1252 rBV 513682 491462 10.21% 0.925%
20 9.713 1252 1254 1256 rVV 349213 256890 5.34% 0.484%

21 9.766 1256 1263 1265 rVV 1816903 1743355 36.23% 3.282%
22 9.801 1265 1269 1273 rVV 893327 837188 17.40% 1.576%
23 9.836 1273 1275 1281 rVB 81840 74453 1.55% 0.140%
24 9.895 1281 1285 1288 rBV 1581854 1360152 28.26% 2.561%
25 9.936 1288 1292 1295 rVvB2 350916 378923 7.87% 0.713%

26 9.983 1295 1300 1302 rBV2 57622 62138 1.29% 0.117%
27 10.007 1302 1304 1306 rVB 75624 55992 1.16% 0.105%
28 10.042 1306 1310 1315 rBV2 100685 125590 2.61% 0.236%
29 10.083 1315 1317 1325 rVB2 47848 55512 1.15% 0.105%
30 10.295 1348 1353 1354 rBv4 36901 56832 1.18% 0.107%

31 10.472 1379 1383 1384 rBV 145592 136270 2.83% 0.257%
32 10.489 1384 1386 1390 rVvVv 451285 427731 8.89% 0.805%
33 10.542 1390 1395 1399 rVV2 3176849 3328536 69.17% 6.267%
34 10.595 1400 1404 1408 rVB 968146 909895 18.91% 1.713%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090518\

Data File : BF108791.D

Aca On : 5 Sep 2018 23:01 Instrument :

Operator : JU/SJ gﬁA{s el
- _ lentosampleld :

a?zgle : J4741-05 AOC2-04A

ALS Vial : 11 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-BF090518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 11.236 1510 1513 1516 rBV 1638347 1388724 28.86% 2.615%

36 11.783 1601 1606 1610 rBV 467534 446223 9.27% 0.840%
37 12.566 1736 1739 1748 rVB3 94035 121783 2.53% 0.229%

38 12.671 1752 1757 1759 rBV 74814 84846 1.76% 0.160%
39 12.824 1778 1783 1786 rBV 3661195 3371849 70.07% 6.348%
40 13.413 1880 1883 1887 rBVY 78104 71678 1.49% 0.135%

41 13.724 1933 1936 1945 rBV2 487055 684293 14.22% 1.288%
42 13.865 1956 1960 1963 rBV 1892307 1762590 36.63% 3.319%
43 14.054 1989 1992 1996 rBV 210682 205000 4._.26% 0.386%
44 14.360 2041 2044 2048 rBVY 393604 394886 8.21% 0.743%
45 14.654 2091 2094 2104 rVB 431096 461379 9.59% 0.869%

46 14.977 2145 2149 2155 rVB 477530 558253 11.60% 1.051%
47 15.265 2194 2198 2203 rVB 958297 1181471 24.55% 2.224%
48 15.330 2205 2209 2221 rVB 486933 632765 13.15% 1.191%
49 15.742 2275 2279 2283 rBVY 369349 503544 10.46% 0.948%
50 16.206 2355 2358 2369 rVB 216844 393787 8.18% 0.741%

Sum of corrected areas: 53113208
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090518\
Data File : BF108791.D

Aca On : 5 Sep 2018 23:01

Operator : JU/SJ

Sample : J4741-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF108791.D
5000000 5.34 6,3B(50

4000000 6.89
3000000 7.29
2000000 6.74

1000000

4.93
e N N | W W <1
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50

Abundance TIC: BF108791.D
5000000 9,09

4000000 12.82

10.54
3000000

8.01

2000000 11.24

1000000
11.78

gger)| 1

oAl e e e e e

| R N
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BF108791.D
5000000

4000000

3000000

13.87

2000000

1000000

O r———
Time--> 13.50

8270-BF090518_.M Thu Sep 06 17:48:25 2018 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090518\
Data File : BF108791.D

Aca On : 5 Sep 2018 23:01

Operator : JU/SJ

Sample : J4741-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 16

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

4.93 2.66 ng 197758 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 441 (4.931 min): BF108791.D (-435) (-) m/z 42.95 100.00%
43.0
5000 591
101.1
| 831 | 460 4.80 5.00 5.20
Y1 MMM S N m/z 59.10 50.78%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L UL R
59.0 460 480 500 520
m/z 101.10 17.31%
31.0 g3 1010
O'W'“Tﬂ'“T“'w'”'w'“l“'w“”'w'“”“'w'“'w'”l”'w'“'l
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8205: Acetic acid, 1,1-dimethylethyl ester
43.0
460 4.80 500 520
5000 57.0 m/z 58.10 16.08%
29.0
‘ 101.0
O'W'”Mﬁ"hl”'P“”I”'W'Z%R'”I'“'”'“I”'W'“'P'”I”'W
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester B e AR
59.0 460 4.80 5.00 5.20
m/z 41.05 8.80%
5000 41.0
o T O 2 1260 1420
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090518\
Data File : BF108791.D

Aca On : 5 Sep 2018 23:01

Operator : JU/SJ

Sample : J4741-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 unknown6.50 Concentration Rank 1

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

6.50 64 .50 ng 4795960 1,4-Dichlorobenzene-d4 6.74
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 Xenon 132 Xe 007440-63-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 708 (6.501 min): BF108791.D (-703) (-) m/z 132.00 100.00%
13%.0
5000 68.1
96.1 RSN SRR R LR
40.0 54 J 6.20 6.40 6.60 6.80
ol 4822 | st m/z 68.10 45.15%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 ISR RRARE BRREE RSN AR

6.20 6.40 6.60 6.80
m/z 134.00 34.61%

31.0 510
0 SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
R e R Ry
74.0 6.20 6.40 6.60 6.80
5000 980 1160 m/z 66.10 28.64%
b M L L a0 o
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- A e REAaE]
132.0 6.20 6.40 6.60 6.80
m/z 69.05 18.61%
117.0
5000
39.0 91.0
o T
0 | ‘\ \‘\\ ‘M L oy wl ‘\ m ‘
7t e A ma e R
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\BF090518\
Data File : BF108791.D

Aca On : 5 Sep 2018 23:01

Operator : JU/SJ

Sample : J4741-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Naphthalene, 1,2,4a,5,6,8a-... Concentration Rank 11

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

9.69 5.64 ng 491462 Acenaphthene-d10 9.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.4a.5.6.8a-hexah... 204 C15H24 000483-75-0 99
2 _aamma.-Muurolene 204 C15H24 030021-74-0 98
3 .alfa.-Copaene 204 C15H24 1000360-33-0 96
4 Copaene 204 C15H24 003856-25-5 96
5 Naphthalene, 1,2,3,4,4a,5,6,8a-0... 204 C15H24 039029-41-9 95

Abundance Scan 1250 (9.689 min): BF108791.D (-1245) (-) m/z 161.10 100.00%
161.1
105.1
5000 6.0
41.0 133.1
63 18922012 9.40 9.60 9.80 10.00
0 e m/z 105.05 53.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64456: Naphthalene, 1,2,4a,5,6,8a-hexahydro-4,7-dimethyl-...
161.0
41.0 200 1050
5000
133.0 9.40 9.60 9.80 10.00
204.0 m/z 119.10 48 .55%
63 189.0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64337: .gamma.-Muurolene
161.0
41.0
00 | 020 9.40 9.60 9.80 10.00
5000 ' m/z 91.05 48_.13%
133.0 204.0
189.0
Ol —T I\‘I . ?%.IOIII T M: T ‘:“l‘:‘i“l“: P I\\l R B I\I .
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64283: .alfa.-Copaene
119.0 161.0 9.40 9.60 9.80 10.00
m/z 93.05 43.53%
5000 91.0
41.0 204.0
90| ||yl oo, | o
Ol "‘I"""‘* I LLL AT .“.l‘k l.‘k“l‘. il A SR T -
m/z--> 20 40 60 80 100 120 140 160 180 200 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090518\
Data File : BF108791.D

Aca On : 5 Sep 2018 23:01

Operator : JU/SJ

Sample : J4741-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Isoledene Concentration Rank 14

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

9.94 4_.35 ng 378923 Acenaphthene-d10 9.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isoledene 204 C15H24 1000156-10-8 93
2 Epizonarene 204 C15H24 041702-63-0 91
3 Naphthalene. 1.2.3.4-tetrahvdro-... 202 C15H22 000483-77-2 90
4 Naphthalene. 1.2.4a.5.8.8a-hexah... 204 C15H24 000523-47-7 76
5 _alpha.-Muurolene 204 C15H24 031983-22-9 70

Abundance Scan 1293 (9.942 min): BF108791.D (-1288) (-) m/z 161.10 100.00%
161.1
811 204.2
5000
189.2
9.60 9.80 10.00 10.20
0 m/z 81.10 56.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64260: Isoledene
105.0 161.0
5000
410 9.60 9.80 10.00 10.20
810 133.0 18902240 m/z 204.15 53.92%
z s b
01 N I.I|=II|:|I|.I :.IluI | ||='| R TH—
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64267: Epizonarene
161.0
204.0 9.60 9.80 10.00 10.20
5000 81.0 m/z 105.05 40.96%
105.0 189.0
550 133.0
0 Ilz?'lol I“' — ‘. I - "‘|" .U‘. —— \I‘\I I I\‘l ; .‘i‘. e - I .‘. —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #62821: Naphthalene, 1,2,3,4-tetrahydro-1,6-dimethyl-4-(1-...
159.0 9.60 9.80 10.00 10.20
m/z 119.10 36.89%
5000
20430 770 1050 12001440 | 447"00
m/z--> 2|0 4|0 I 8IO l(I)O léO 14|10 léO léO 2CI)O 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090518\
Data File : BF108791.D

Aca On : 5 Sep 2018 23:01

Operator : JU/SJ

Sample : J4741-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 unknownl10.49 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.49 4.91 ng 427731 Acenaphthene-d10 9.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-2-Caren-4-ol 152 C10H160 004017-82-7 43
2 Cvclohexanecarboxvlic acid. 4-(c... 204 C10H17CIO2 055590-77-7 43
3 2-Cvclohexen-1-ol. 2-methvl-5-(1... 152 C10H160 001197-06-4 38
4 Ethanone. 1-(1.4-dimethvl-3-cvcl... 152 C10H160 043219-68-7 38
5 4-Methoxybenzhydrol 214 C14H1402 000720-44-5 38
Abundance Scan 1386 (10.489 min): BF108791.D (-1384) (-) m/z 109.05 100.00%
109.1
5000
41.1 8L.1
1611 LN L N L L L I L L B L B I
o 1351 179.1 2042 s 10.20 10.40 10.60 10.80
0 " - m/z 81.10 33.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25108: trans-2-Caren-4-ol
109.0
41.0
5000
91.0 10.20 10.40 10.60 10.80
67.0 m/z 41.10 31.66%
137.0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #63699: Cyclohexanecarboxylic acid, 4-(chloromethyl)-1-met...
109.0
110.20 1040 10.60 10.80
5000 145.0 m/z 93.05 28.14%
15.0 55.0
81.0
o \ a ,3,8& b ,‘U e ul L tero || 1680 | 2040
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25351: 2-Cyclohexen-1-ol, 2-methyl-5-(1-methylethenyl)-, cis
109.0 10.20 10.40 10.60 10.80
m/z 95.05 26.72%
84.0
5000 550
g O 0 e
ok I h“ ‘h H‘..‘l‘....luuuu........|....|... RSO 5 U CU S —
m/z--> 100 120 140 160 180 200 220 10.20 10.40 10.60 10.80

8270-BF090518_.M Thu Sep 06 17:48:29 2018 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090518\
Data File : BF108791.D

Aca On : 5 Sep 2018 23:01

Operator : JU/SJ

Sample : J4741-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.78 6.43 ng 446223 Phenanthrene-d10 11.24
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 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Dodecanoic acid 200 C12H2402 000143-07-7 70
5 Pentadecanoic acid 242 C15H3002 001002-84-2 68
Abundance Scan 1605 (11.777 min): BF108791.D (-1601) (-) m/z 43.10 100.00%
431 730
5000
129.1
97.1 B DRI BN UL S B
I 157.1 185.1 213.2 256.2 11.40 11.60 11.80 12.00
G — m/z 72.95 99.29%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43.0  73.0
5000 256.0 L DAL DL SRR UL B

11,40 11.60 11.80 12.00
m/z 60.00 87.94%

97.0

157.0 185.0
o,n.w.”
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
e R e N RARER R
43.0 11.40 11.60 11.80 12.00
5000 129.0 m/z 57.10 70.97%
171.0
% .
ol P Al o b2 L L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid T T T T e
73.0 11.40 11.60 11.80 12.00
43.0 m/z 55.05 69.71%
5000 129.0
185.0 228.0
97.0
\ L, 1660 |
0H ..ﬂhh A1 P Y PP N APV SN i eansteeae
m/z--> 20 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\BF090518\
Data File : BF108791.D

Aca On : 5 Sep 2018 23:01

Operator : JU/SJ

Sample : J4741-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Trichloroacetic acid, hexad... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.72  7.76 ng 684293  Chrysene-d12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI302  074339-54-1 94

2 1-Heneicosvl formate
3 1-Heptacosanol
4 Dichloroacetic acid. heptadecvl ...

340 C22H4402
396 C27H560

366 C19H36CI1202

077899-03-7 94
002004-39-9 94
1000282-98-2 93

5 1-Nonadecene 266 C19H38 018435-45-5 91
Abundance Scan 1935 (13.718 min): BF108791.D (-1933) (-) m/z 57.10 100.00%
57.1
I I I I I

13.40 13.60 13.80 14.00

26.0155 1184.1215.1 248.2,77 1308.0 3551 394.2
oLl 22 217, m/z 43.10 91.78%
m/z--> 50 100 150 200 250 300 350
Abundance #205392: Trichloroacetic acid, hexadecy! ester
43.0
83.0
5000 LA L L L L L LB L |

13.I4O 13.I60 13.I80 14.I00
m/z 55.05 89.82%

25.0

o 155.0 196.0225.0
m/z--> 50 100 150 200 250 300 350

3

Abundance #177132: 1-Heneicosyl formate
57.0
97.0 LB e
13.40 13.60 13.80 14.00
5000 m/z 83.10 88.80%
26.0
o } DL L R0 se701960 P90 3400
L e L o e e e e e L e e e AR
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol B T
57.0 |97.0 13.40 13.60 13.80 14.00
m/z 69.10 77.76%
5000
39.0
o 2700 f LI g L 1680 209.0238.0 278.0308.0 348.0378.0
L e o e e e e B e e e IR ER A e R R R EE R s SRRy
m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00

8270-BF090518_.M Thu Sep 06 17:48:31 2018

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090518\
Data File : BF108791.D

Aca On : 5 Sep 2018 23:01

Operator : JU/SJ

Sample : J4741-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Heptadecane, 9-hexyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.05 2.33 ng 205000 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 93
2 Heptadecane 240 C17H36 000629-78-7 93
3 Octacosane 394 C28H58 000630-02-4 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 1991 (14.048 min): BF108791.D (-1989) (-) m/z 57.10 100.00%
57.1
5000 AJV,J\V*}\¢MR,A~V,--wA\-~«
91 o 18080 1400 10,30 1440
40.2 1891 2312 272.1 345.2 ) : : : :
Y 3021 921 "m/z 43.10 71.92%
m/z--> 50 100 150 200 250 300 350
Abundance #164584: Heptadecane, 9-hexyl-
43.0
5000 LRI B SULUL UL B
85.0 13.80 14.00 14.20 14.40
m/z 71.05 66.57%
1270 210.0
ol d i 200 1620 | a4pooro0  smo
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57.0
" 13.80 14.00 14.20 14,40
5000 m/z 85.10 49.61%
99.0
0 27\‘0\ I ] J J i 114:19 183.0 24.0'0
mz-> 50 100 150 200 250 300 350
Abundance #209566: Octacosane T
57.0 13.80 14.00 14.20 14.40
m/z 41.10 30.27%
99.0
0 2700 | || |y, 1410 1830 2250 281.0 337.0 394.0
m/z--> 50 100 150 200 250 300 350 ' 13.80 14.00 14.20 14.40

8270-BF090518.M Thu Sep 06 17:48:32 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090518\
Data File : BF108791.D

Aca On : 5 Sep 2018 23:01

Operator : JU/SJ

Sample : J4741-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Tritetracontane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14 .36 4_.48 ng 394886 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tritetracontane 605 C43H88 007098-21-7 91
2 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Octacosane 394 C28H58 000630-02-4 89
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2044 (14.360 min): BF108791.D (-2041) (-) m/z 57.10 100.00%
57.1
5000 L_}L/LA\_.
11 14.00 14.20 14.40 1460
O dhddd |y, 1831 26713173 3973 | m/z 71.10 69.62%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57.0
5000 L DL B B B B
14. 00 14. 20 14. 40 14.60
m/z 43.10 64.97%
o 10 ,169.0 2250 2810 3370 393.0 463.0 519.0 575.0
m/z--> 56 160 1%0 200 250 300 350 400 4%0 500 séo 660
Abundance #217413: Heptacosane, 1-chloro-
57.0
14.00 14.20 14.40 1460
5000 m/z 85.05 49.81%
Owﬁjmmmwmmmoﬂm
m/z--> 56 160 1%0 200 250 300 350 400 4%0 560 séo 660
Abundance #241527: Tetratetracontane b Rl e e
57.0 14.00 14.20 14.40 14.60
m/z 55.10 26.58%
o AL 1130 169.0 2250 2810 3370 3930 4630 5610 6150
m/z--> 5'0 1c')o 1&1;0 200 250 300 350 400 4&1;0 5(')0 5&1;0 6(|)O 14. 00 14. 20 14. 40 14. 60 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090518\
Data File : BF108791.D

Aca On : 5 Sep 2018 23:01

Operator : JU/SJ

Sample : J4741-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .65 7.81 ng 461379 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 98
2 Tridecane. l-iodo- 310 C13H271 035599-77-0 87
3 Nonadecane 268 C19H40 000629-92-5 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Tetracosane 338 C24H50 000646-31-1 86
Abundance Scan 2093 (14.648 min): BF108791.D (-2091) (-) m/z 57.10 100.00%
57.1
5000
99.1 U IR DU BN BN

14.40 14.60 14.80 15.00

411 193 1 281.1 349.2 383.1415.
ol .l, U F e 2331 2011 8182309.2 383141541 "m/z  71.10  72.40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
571.0
5000 LA L L L L L L LB
14.40 14.60 14.80 15.00
m/z 43.10 59.27%
99.0
02800 | |l | i 141.0 1830 2250 281.0 337.0  394.0
i .... L L e B AN B i o o o S R
m/z--> 50 100 150 200 250 300 350 400
Abundance #152416: Tridecane, 1-iodo-
57.0
N R REEEamas
14.40 14.60 14.80 15.00
5000 m/z 85.10 52.50%
99.0 183.0
02‘.@1.0.‘,.1.}.«.J.1.4.1,°.... T S—
m/z--> 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane A el S
57.0 14.40 14.60 14.80 15.00
m/z 55.10 20.50%
5000
99.0
o ze‘lo“ iy 24D 1830 2250 2630
L B o B N R REEEamas
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14. 80 15. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090518\
Data File : BF108791.D

Aca On : 5 Sep 2018 23:01

Operator : JU/SJ

Sample : J4741-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.98 9.45 ng 558253 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Heptacosane 380 C27H56 000593-49-7 90
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 2149 (14.977 min): BF108791.D (-2145) (-) m/z 57.10 100.00%
57.1
5000
pa-t 14.60 14.80 15.00 15.20
1412 : . . :
I .||, L5 1832 2521 2031331236424001 | sz 71.10  74.44%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
5000 L BRI BASURLL BUILL SR

14,60 14.80 15.00 15.20
m/z 43.10 63.05%

99.0
ol | 1 1]y }4}0 183.0 225.0 2670 300.0 367.0
R e o T B e i e
miz--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
R ot O
14.60 14.80 15.00 15.20
5000 m/z 85.10 55.54%
99.0
0150]‘ ‘ J | 141.0 1830 2250 296.0
e e
miz--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane L B B B e
57.0 14.60 14.80 15.00 15.20
m/z 55.10 19.77%
5000
99.0
| i J | 1410 1830 2250 2820
ot e e e e T T
nm/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20

8270-BF090518_.M Thu Sep 06 17:48:34 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090518\
Data File : BF108791.D

Aca On : 5 Sep 2018 23:01

Operator : JU/SJ

Sample : J4741-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 15 2-Bromo dodecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.33 10.71 ng 632765 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 94
2 Docosane. 11-butvl- 366 C26H54 013475-76-8 94
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 91
Abundance Scan 2209 (15.330 min): BF108791.D (-2205) (-) m/z 57.10 100.00%
57.1
5000
99.0 15100 1520 1540 1560
41.1 : : : :
- .Ul, L1400 1831 2251 2700 3249 37534083  uio 77 10 74.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #100330: 2-Bromo dodecane
57.0
5000 L DL SO B B
15.00 15.20 15.40 15.60
99.0 m/z 43.10 61.09%
. 169.0
015q| l 4] j135.0 248.0
m/z--> 50 160 1%0 260 2%0 360 3éo 460
Abundance #194500: Docosane, 11-butyl-
57.0
15.00 15.20 15.40 15.60
5000 m/z 85.10 53.70%
‘ Fgo
0 Ll ; 1410 2100 2530 3090 3660
m/z--> 55 160 1%0 260 2%0 360 3éo 460
Abundance #194493: Hexacosane LA L LB L N BN |
57.0 15.00 15.20 15.40 15.60
m/z 55.10 22 .31%
5000
99.0
N , 141.0 1830 225.0 2670 300.0 367.0
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 3&'30 4(')0 15'00 15. 20 15. 40 15|60 '

8270-BF090518.M Thu Sep 06 17:48:35 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090518\
Data File : BF108791.D

Aca On : 5 Sep 2018 23:01

Operator : JU/SJ

Sample : J4741-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_M
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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.74 8.52 ng 503544 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Eicosane. 10-methvyl- 296 C21H44 054833-23-7 94
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 1-lodo-2-methvlundecane 296 C12H25l1 073105-67-6 91
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 2279 (15.742 min): BF108791.D (-2275) (-) m/z 57.10 100.00%
57.1
5000 “ ’\
o 1940 15560 1580 1600
41.1 : : : .
oL A1 .'.UI, L1A] 1832 2391 2801 3202 S7L3AOT3 | 071 10 77.11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 AR DU LR SRR
mmmmmmmm
99.0 m/z 43.10 61.08%
0l15.0] . ] y J / 1419 183.0 225.0 296.0
m/z--> §0 100 1%0 260 2%0 360 3éo 460
Abundance #141431: Eicosane, 10-methyl-
57.0
15.40 15.60 15.80 16.00
5000 m/z 85.10 55.88%
9.0 1540
o LUpd g, 770 197.0 239.0 281.0
m/z--> §0 160 1%0 260 2%0 360 3éo 460
Abundance #215181: 2-methyloctacosane L B R
57.0 15.40 15.60 15.80 16.00
m/z 55.10 23.05%
99.0
o M | | ; 141.0 1830 2250 267.0 309.0 365.0
m/z--> ' 1(')0 1&1;0 2(')0 250 3(')0 3&'30 4(')0 15.40 15 60 15. 80 16. 00 '

8270-BF090518.M Thu Sep 06 17:48:35 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090518\
Data File : BF108791.D

Aca On : 5 Sep 2018 23:01

Operator : JU/SJ

Sample : J4741-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Eicosane, 10-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.21 6.67 ng 393787 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
2 2-methvloctacosane 408 C29H60 1000376-72-8 87
3 Heneicosane 296 C21H44 000629-94-7 86
4 Octadecane. l1l-iodo- 380 C18H37I1 000629-93-6 80
5 Octacosane 394 C28H58 000630-02-4 74
Abundance Scan 2359 (16.212 min): BF108791.D (-2355) (-) m/z 57.10 100.00%
57.1
5000 /\\v,\ﬁafwﬁvw/\-,-~Mh~,*,
o 15180 16,00 1620 1640 16:60
41.1 - - - - -
ol LB AL Ly 340 1831 2251 267.1 308.2346.1 985.2420.2 4623 =0T TG 77 10%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141431: Eicosane, 10-methyl-
57.0
5000 AU LR BN R
15.80 16.00 16,20 16.40 16.60
Fgo m/z 85.10 59.58%
54,
b by T 070 23002800
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215181: 2-methyloctacosane
57.0
15.80 16.00 16.20 16.40 16.60
5000 m/z 43.10 58.66%
99.0
o | | 1410 183.0 225.0 267.0 300.0 365.0
m/z--> §o 100 150 200 250 300 3%0 400 450
Abundance #141426: Heneicosane A Ea T o R
57.0 15.80 16.00 16.20 16.40 16.60
m/z 55.10 20.85%
= /\WJLMW
99.0
0l15.0 ] J | 141.0 1830 2250  296.0
m/z--> §o 160 1éo 200 250 300 350 400 450 15.80 16.00 16,20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF090518\
Data File : BF108791.D

Acq On : 5 Sep 2018 23:01

Operator : JU/SJ

Sample : J4741-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518_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... 4 .93 2.7 ng 197758 1 6.74 1487120 20.0
unknown6 .50 6.50 64.5 ng 4795960 1 6.74 1487120 20.0
Naphthalene, 1,2,... 9.69 5.6 ng 491462 3 9.77 1743360 20.0
Isoledene 9.94 4.3 ng 378923 3 9.77 1743360 20.0
unknown10.49 10.49 4.9 ng 427731 3 9.77 1743360 20.0
n-Hexadecanoic acid 11.78 6.4 ng 446223 4 11.24 1388720 20.0
Trichloroacetic a... 13.72 7.8 ng 684293 5 13.87 1762590 20.0
Heptadecane, 9-he... 14.05 2.3 ng 205000 5 13.87 1762590 20.0
Tritetracontane 14 .36 4.5 ng 394886 5 13.87 1762590 20.0
Octacosane 14.65 7.8 ng 461379 6 15.27 1181470 20.0
Hexacosane 14.98 9.4 ng 558253 6 15.27 1181470 20.0
2-Bromo dodecane 15.33 10.7 ng 632765 6 15.27 1181470 20.0
Heneicosane 15.74 8.5 ng 503544 6 15.27 1181470 20.0
Eicosane, 10-methyl- 16.21 6.7 ng 393787 6 15.27 1181470 20.0
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