LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF011119\
Data File : BF112025.D

Aca On - 11 Jan 2019 19:44

Operator : JU/SJ

Sample - K1071-07 2X

Misc :

ALS Vial : 18 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-BF010719.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 2.122 3 6 19 rVB3 47354 88042 2.46% 0.354%
2 2.246 25 27 42 rVB2 35109 71340 1.99% 0.287%
3 5.075 504 508 519 rVB 67969 75278 2.10% 0.303%
4 5.504 577 581 594 rBVY 1404544 1249736 34.87% 5.031%
5 6.516 749 753 758 rBVY 1400355 1345148 37.53% 5.415%
6 6.645 771 775 779 rBVY 1581645 1336616 37.29% 5.380%
7 6.875 810 814 821 rVB 752481 740174 20.65% 2.979%
8 7.028 837 840 847 rVB 1252009 1120026 31.25% 4 _.509%
9 7.151 856 861 864 rVB2 60445 64671 1.80% 0.260%
10 7.269 875 881 884 rBV7Y 25636 40469 1.13% 0.163%
11 7.304 884 887 893 rVB6 21903 36127 1.01% 0.145%
12 7.428 899 908 911 rBV 937206 889000 24.80% 3.579%
13 7.522 919 924 927 rVB6 44221 66932 1.87% 0.269%
14 7.586 927 935 940 rBV2 61095 117871 3.29% 0.474%
15 7.657 944 947 949 rVvV 52471 44742 1.25% 0.180%
16 7.798 969 971 974 rVB3 53938 40671 1.13% 0.164%
17 7.833 974 977 980 rBV4 31663 38916 1.09% 0.157%

18 8.157 1027 1032 1035 rBV 936886 824653 23.01% 3.320%
19 8.216 1039 1042 1045 rVB 130566 110511 3.08% 0.445%

20 8.245 1045 1047 1055 rvB8 32429 50875 1.42% 0.205%
21 8.451 1079 1082 1088 rVB4 35635 43774 1.22% 0.176%
22 8.580 1100 1104 1106 rBV 104224 105886 2.95% 0.426%
23 8.845 1146 1149 1152 rVB2 42884 46949 1.31% 0.189%
24 8.922 1158 1162 1174 rBV 363746 762079 21.26% 3.068%
25 9.063 1184 1186 1190 rVB3 46816 52323 1.46% 0.211%

26 9.175 1203 1205 1210 rVB 127931 102598 2.86% 0.413%
27 9.227 1210 1214 1217 rBV 1841555 1398309 39.01% 5.629%

28 9.316 1225 1229 1233 rBV4 54534 77526 2.16% 0.312%
29 9.616 1278 1280 1285 rBV2 236307 327765 9.14% 1.319%
30 9.822 1311 1315 1317 rBv4 40720 53921 1.50% 0.217%
31 9.910 1327 1330 1334 rVB2 1004440 826442 23.06% 3.327%
32 10.069 1353 1357 1360 rBV6 34469 57790 1.61% 0.233%
33 10.116 1360 1365 1370 rVV2 177653 208054 5.80% 0.837%
34 10.169 1372 1374 1377 rVB2 49714 47714 1.33% 0.192%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF011119\
Data File : BF112025.D

Aca On - 11 Jan 2019 19:44

Operator : JU/SJ

Sample - K1071-07 2X

Misc :

ALS Vial : 18 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-BF010719.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 10.322 1396 1400 1401 rBV3 33861 37569 1.05% 0.151%

36 10.563 1435 1441 1444 rBV2 133250 219173 6.11% 0.882%
37 10.698 1461 1464 1468 rVV 962353 798057 22.27% 3.212%
38 10.739 1469 1471 1475 rVB2 57899 61537 1.72% 0.248%
39 10.827 1481 1486 1489 rBV 194414 192134 5.36% 0.773%
40 10.939 1502 1505 1508 rBV 205502 172004 4._.80% 0.692%

41 11.057 1523 1525 1529 rVB4 59210 56495 1.58% 0.227%
42 11.292 1562 1565 1570 rVB 123972 132740 3.70% 0.534%
43 11.398 1579 1583 1586 rBVY 980516 800876 22.34% 3.224%
44 11.733 1638 1640 1646 rVB2 51563 50059 1.40% 0.202%
45 11.786 1646 1649 1652 rBVY 925810 693145 19.34% 2.790%

46 11.927 1670 1673 1679 rVB 462166 425877 11.88% 1.714%
47 12.474 1762 1766 1767 rBV 1109823 899820 25.10% 3.622%
48 12.498 1767 1770 1781 rVvV 3321011 3584235 100.00% 14.428%
49 12.580 1781 1784 1787 rVV 423091 410811 11.46% 1.654%
50 12.621 1788 1791 1792 rVV2 221539 257923 7.20% 1.038%

51 12.645 1792 1795 1803 rVV2 489364 811546 22.64% 3.267%
52 12.710 1804 1806 1814 rVB4 124964 181077 5.05% 0.729%
53 12.980 1849 1852 1856 rBV 1519648 1280883 35.74% 5.156%
54 14.039 2029 2032 2035 rBV 823199 719109 20.06% 2.895%
55 15.521 2281 2284 2293 rVB 412921 594337 16.58% 2.392%

Sum of corrected areas: 24842335

8270-BF010719.M Fri Jan 18 07:09:38 2019 Page: 2



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\BF011119\

BF112025.D

11 Jan 2019 19:44

JussJ

K1071-07 2X

18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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\HPCHEMI1\BNA F\Data\BF011119\
Data File : BF112025.D

Aca On - 11 Jan 2019 19:44

Operator : JU/SJ

Sample - K1071-07 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 unknown6.65 Concentration Rank 2

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

6.65 36.12 ng 1336620 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 776 (6.651 min): BF112025.D (-771) (-) m/z 132.00 100.00%
5000 o8
40 % " 640 6.60 6.80 7.00
54 75 104 : . . .
4 -8t & m/z 68.10 36.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 U UL U L
6.40 6.60 6.80 7.00
0,
34 5L 78 m/z 134.00 33.54%
”I“'W'”'l'”WJ'W'”'P'JI“'W'“'P'”I“'W'”'P'”I"'W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
" 640 6.60 6.80 7.00
5000 m/z 66.00 23.42%
33 44 o 97 105
"|"“|""|"'w""?}"?f“"l"Tfl'?ﬁl""l"”' }}ﬁl""l T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole R e
132 6.40 6.60 6.80 7.00
m/z 69.05 14 .03%
5000
104
66
14 27 37445158 7 7T g9 g7 | 115 ‘
m/z--> 10 20 30 40 éo 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\svoasrv\HPCHEMI\BNA F\Data\BF011119\

BF112025.D

11 Jan 2019 19:44
Ju/sJ

K1071-07 2X

18 Sample Multiplier: 1

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 17

Peak Number

3 Octane, 2-methyl-

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

7.59 2.86 ng 117871 Naphthalene-d8 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2-methvl- 128 C9H20 003221-61-2 50
2 Undecane. 5-methvl- 170 C12H26 001632-70-8 35
3 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 27
4 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 27
5 Tridecane 184 C13H28 000629-50-5 27

Abundance Scan 936 (7.592 min): BF112025.D (-927) (-) m/z 43.00 100.00%
107
5000
57 71 T T T T T [T T T T[T T T T [ T T T T TT
85 o4 124 7.20 7.40 7.60 7.80 8.00
L = eI m/z 106.90 53.19%
m/z--> 20 40 60 80 100 120 140 160
Abundance #12671: Octane, 2-methyl-
5000 o7
- 7.20 7.40 7.60 7.80 8.00
29 85 m/z 42.05 50.29%
. 99 M3 128
m/z--> 20 40 60 80 100 120 140 160 '
Abundance #38325: Undecane, 5-methyl-
48
57
7.20 7.40 7.60 7.80 8.00
5000 71 m/z 57.10 26.27%
85
29 ‘
1 “M I 99 )7 126 141 155 170
miz--> 20 40 60 8 100 120 140 160
Abundance #12714: Hexane, 2,3,4—trimethy|— LI LI L L L
43 7.20 7.40 7.60 7.80 8.00
m/z 45.00 25.36%
5000 57 71 85
29
14 || ]l \ L. 99 128
m/z--> 20 40 60 80 100 120 140 160 ' 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI1\BNA F\Data\BF011119\
Data File : BF112025.D

Aca On - 11 Jan 2019 19:44

Operator : JU/SJ

Sample - K1071-07 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Undecane, 2,6-dimethyl- Concentration Rank 18

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

8.22 2.68 ng 110511 Naphthalene-d8 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 2.6-dimethvl- 184 C13H28 017301-23-4 90
2 Dodecane. 6-methvl- 184 C13H28 006044-71-9 80
3 Decane. 2.5.9-trimethvl- 184 C13H28 062108-22-9 64
4 Undecane. 4.6-dimethvl- 184 C13H28 017312-82-2 64
5 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 50

Abundance Scan 1043 (8.222 min): BF112025.D (-1039) (-) m/z 57.10 100.00%
g7
5000 43 71
98 0 800 820 840 860
85 113 141 7.80 8.00 8.20 8.40 8.60
P T - I ol N m/z 71.05 40.55%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48882: Undecane, 2,6-dimethyl-
57
5000 43 RS S LA R
71 7.80 8.00 8.20 8.40 8.60
m/z 43.05 40.03%
29 08 3
85 °° 113 157 141 154 169 184
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48847: Dodecane, 6-methyl-
57
7.80 800 8.20 8.40 8.60
5000 43 m/z 41.10 20.90%
71
29 98
W w‘ 85 7 M2 156 140 155 160 184
mz> 20 40 60 80 1% 3o 1o 10 180
Abundance #48890: Decane, 2,5,9—trimethy|— [TT T T[T T[T
57 7.80 8.00 8.20 8.40 8.60
m/z 56.00 12.69%
5000 43
71
Lol e e s
m/z--> 20 40 6|O 80 100 120 140 160 180 780 8.00 8.20 840 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI1\BNA F\Data\BF011119\
Data File : BF112025.D

Aca On - 11 Jan 2019 19:44

Operator : JU/SJ

Sample - K1071-07 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Phthalic anhydride Concentration Rank 6

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

8.92 18.48 ng 762079 Naphthalene-d8 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic anhvdride 148 C8H403 000085-44-9 94
2 1.2-Benzenedicarboxvlic acid 166 C8H604 000088-99-3 90
3 Ninhvdrin 178 C9H604 000485-47-2 90
4 Phthalamic acid 165 C8H7NO3 000088-97-1 90
5 Phthalic acid, monoethyl ester 194 C10H1004 002306-33-4 90

Abundance Scan 1162 (8.922 min): BF112025.D (-1158) (-) m/z 104.00 100.00%
76 104
5000 50
33 148 860 880 9.00 920
ol Ol b o2 | 121183 | 176 | n77 76.10  81.09%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23154: Phthalic anhydride
104
76
5000 148 N AR LA NN
50 8.60 8.80 9.00 9.20
38 m/z 50.00 43.11%
16 2.8 Il 61 | 85 |
miz--> 20 40 60 80 100 120 140 160 180
Abundance #35572: 1,2-Benzenedicarboxylic acid
104
7 I NARAR SRS SRS AR
8.60 8.80 9.00 9.20
5000 50 m/z 74.00 17.87%
148
26 % | 61 || s |
miz--> 20 40 60 80 100 120 140 160 180
Abundance #44594N|nhydr|n LA L LB L N N BN |
76 104 8.60 8.80 9.00 9.20
m/z 148.00 11.80%
5000 50
132
m/z--> 20 40 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI1\BNA F\Data\BF011119\
Data File : BF112025.D

Aca On - 11 Jan 2019 19:44

Operator : JU/SJ

Sample - K1071-07 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Dodecane, 2,7,10-trimethyl- Concentration Rank 20

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

9.17 2.48 ng 102598 Acenaphthene-d10 9.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 91
2 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 90
3 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 86
4 Decane. 5-propvl- 184 C13H28 017312-62-8 59
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 53

Abundance Scan 1204 (9.169 min): BF112025.D (-1203) (-) m/z 57.10 100.00%

5000

145 165176 8.80 9.00 9.20 9.40 9.60
m/z 71.10 70.34%

97 113 127

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57

71
43

5000 S
8.80 9.00 9.20 9.40 9.60

s 85 m/z 43.05 57.96%
99 113 127 149 155 169 183 197

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71411: Dodecane, 2,6,11-trimethyl-
57

71

43 R AR e R R
8.80 9.00 9.20 9.40 9.60

5000 m/z 41.05 41 .36%

” 85
L w 99 113 127 149 155 169 182 197207

m/z--> 40 60 80 100 120 140 160 180 200
Abundance #71405: Dodecane, 2,6,10-trimethyl- L B o
57 8.80 9.00 9.20 9.40 9.60
71 m/z 55.05 30.11%

5000 43
29 85

] ‘ L) | 9 M3127 4 155 183 g7
B e L B e e AR R e EEEEa
m/z--> 20 40 60 80 100 120 140 160 180 200 880 9.00 9. 20 9.40 9. 60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI1\BNA F\Data\BF011119\
Data File : BF112025.D

Aca On - 11 Jan 2019 19:44

Operator : JU/SJ

Sample - K1071-07 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Dodecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.12 5.03 ng 208054 Acenaphthene-d10 9.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 94
2 n-Decanoic acid 172 C10H2002 000334-48-5 47
3 Decanoic acid. silver(l+) salt 278 C10H19Aa02 013126-67-5 47
4 Nonanoic acid 158 C9H1802 000112-05-0 46
5 Undecanoic acid 186 C11H2202 000112-37-8 42
Abundance Scan 1366 (10.122 min): BF112025.D (-1360) (-) m/z 73.00 100.00%
7
43
5000
129 157
101 77 200 9.80 10.00 10.20 10.40
R e o T A B B m/z 60.00 98.10%
m/z--> 50 100 150 200 250 300 350
Abundance #61120: Dodecanoic acid
41
5000
a5 129 157 9.80 10.00 10.20 10.40
m/z 43.10 78.05%
¢ ‘ 200
5 ' “I A I' UL DALY WU RSN SRR
m/z--> 50 100 150 200 250 300 350
Abundance #39471: n-Decanoic acid
60
41 AUV AR SRR
9.80 10.00 10.20 10.40
5000 m/z 41.10 64 .49%
‘ 129
l.” 109 | w2
m/z--> 50 100 150 200 250 300 350
Abundance #125286: Decanoic acid, silver(1+) salt AR e R RE
78 9.80 10.00 10.20 10.40
m/z 55.10 60.72%
43 155
5000 129
1 Ml m um 27 219 330 387 I
m/z--> 50 150 200 250 300 350 980 1000 1020 1040
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI1\BNA F\Data\BF011119\
Data File : BF112025.D

Aca On - 11 Jan 2019 19:44

Operator : JU/SJ

Sample - K1071-07 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Z-2-Tridecen-1-ol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.56 5.30 ng 219173 Acenaphthene-d10 9.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Z-2-Tridecen-1-ol 198 C13H260 1000130-75-8 92
2 Hentriacontane 437 C31H64 000630-04-6 80
3 Decane. 3.6-dimethvl- 170 C12H26 017312-53-7 76
4 Decane. 2.6.8-trimethyl- 184 C13H28 062108-26-3 76
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 72
Abundance Scan 1441 (10.563 min): BF112025.D (-1435) (-) m/z 57.10 100.00%
g7
5000
8|5 10.20 10.40 10.60 10.80
169 : : : :
o, ...'l,.'.~.1‘.‘1,...1.9?.... ey || M/Z 43.10  47.79%
m/z--> 50 100 150 200 250 300 350 400
Abundance #59791: Z-2-Tridecen-1-ol
57
5000 82 DA UL DU AR B
mmmmmmmm
Pﬂg m/z 71.10 44 .73%
138
Ill '16LJ'|"" I UNRLELLN AR SR
m/z--> 50 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
10.20 10.40 10.60 10.80
5000 85 m/z 41.10 22 .31%
113
I L |77, 241 169 197 225 253 281 309 337 365 437
m/z--> §o 160 1éo 260 250 360 350 460 '
Abundance #38343: Decane, 3,6- dlmethyl— L B LB L N LN B
57 10.20 10.40 10.60 10.80
m/z 85.10 22 .30%
5000 85
29 113
1 A | J | 141 170
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3&'30 4(')0 ! 10 20 10. 40 10. 60 10 80 '

8270-BF010719.M Fri Jan 18 07:09:43 2019

Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI1\BNA F\Data\BF011119\
Data File : BF112025.D

Aca On - 11 Jan 2019 19:44

Operator : JU/SJ

Sample - K1071-07 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
10.83 4.80 ng 192134 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 90
2 Decane. 2-methvl- 156 C11H24 006975-98-0 80
3 Tridecane. 4-methvl- 198 C14H30 026730-12-1 74
4 Decane. 3.6-dimethvl- 170 C12H26 017312-53-7 72
5 Tridecane, 5-propyl- 226 Cl16H34 055045-11-9 72

Abundance Scan 1486 (10.827 min): BF112025.D (-1481) (-) m/z 57.10 100.00%
57
71
43
5000
85
99 113 T aR0 1080 1100 1190
127 169183 10.60 10.80 11.00 11.20
0 ,,'| el .,-:|...-|,..J.|~. IS T 205219 m/z 71.10  69.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57
43
5000 1 LRI UL UL SRR B
10.60 10.80 11.00 11.20
29 85 o m/z 43.10 57.56%
. | f 1}3127141155169183196211225239254
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #28427: Decane, 2-methyl-
43 57
71 R BRI SRR B B
10.60 10.80 11.00 11.20
5000 m/z 41.10 27 .14%
85
29 ‘ g9 112
PN 0 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59892: Tridecane, 4-methyl- R AEEmEEES L
43 10.60 10.80 11.00 11.20
m/z 85.10 27 .04%
5000 57
71
85
1l || 99113126140 155169183 198
m/z--> 20 40 6|O 80 100 12'0 140 1('30 180 200 220 240 10,60 10.80 11.00 11.20

8270-BF010719.M Fri Jan 18 07:09:44 2019

Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI1\BNA F\Data\BF011119\
Data File : BF112025.D

Aca On - 11 Jan 2019 19:44

Operator : JU/SJ

Sample - K1071-07 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 2-Butanamine, N-methyl-N-ni... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.94 4_.30 ng 172004 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butanamine. N-methvIl-N-nitroso- 116 C5H12N20 035606-37-2 58
2 Oxaziridine. 2-methvl-3-propvl- 101 C5H11NO 058751-77-2 17
3 2.3.6.8-Tetraazabicvclol3.2_.11oc... 228 C10H20N402 082811-36-7 17
4 T (Ethoxvcarbonv) (isopropoxv-met... 309 C12H24NO6P 1000273-13-3 17
5 [1,3]Thiazinane-4-carboxylic aci... 161 C6H11NO2S 1000305-15-2 17
Abundance Scan 1505 (10.939 min): BF112025.D (-1502) (-) m/z 57.05 100.00%

7

5000

132 145 159 175 10.60 10.80 11.00 11.20

196 216 230

0 m/z 42.10 73.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8007: 2-Butanamine, N-methyl-N-nitroso-
42
5000 LA L L L L B L |
116 10.60 10.80 11.00 11.20
30 71 87 m/z 86.00 33.34%
| I
s B L I I o B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4116: Oxaziridine, 2-methyl-3-propy!-
42
10.60 10.80 11.00 11.20
0
5000 57 m/z 41.05 33.24%
73
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83859: 2,3,6,8-Tetraazabicyclo[3.2.1]octan-3-ene, 6,8-dih... e o A REREE R
42 10.60 10.80 11.00 11.20
m/z 43.10 32.67%
5000 58
‘ “ 74 98 138 153 181
el L] s ] 114125138 Thea | 197 o 208 A A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.60 10.80 11.00 11.20

8270-BF010719.M Fri Jan 18 07:09:45 2019 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI1\BNA F\Data\BF011119\
Data File : BF112025.D

Aca On - 11 Jan 2019 19:44

Operator : JU/SJ

Sample - K1071-07 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Bacchotricuneatin c Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.29 3.31 ng 132740 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 91
2 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 80
3 Decane. 2-methvl- 156 C11H24 006975-98-0 72
4 Octane. 5-ethvl-2-methvl- 156 C11H24 062016-18-6 68
5 Decane, 3-methyl- 156 C11H24 013151-34-3 64
Abundance Scan 1565 (11.292 min): BF112025.D (-1562) (-) m/z 57.10 100.00%
57
5000 85
184 e e
127 11.00 11.20 11.40 11.60
145
S L 204 | D67 ) 208229 | “m/z 71.10 80.63%
m/z--> 50 100 150 200 250 300
Abundance #178298: Bacchotricuneatin ¢
7
g5 112
5000 A AL SR BN B
11.00 11.20 11.40 11.60
132 m/z 43.10 54_17%
||, 273191 216 245 312 342
m/z--> 55 100 1éo 260 250 360 '
Abundance #129509: Hexadecane, 2,6,10,14-tetramethyl-
57
111,00 11,20 1140 11.60
5000 m/z 85.10 38.87%
85
29
113
| ‘ L LT 188 g ass e
m/z--> 55 100 150 200 2%0 360 '
Abundance #28427: Decane, 2-methyl- I EAmEEmEEE RS
57 11.00 11.20 11.40 11.60
m/z 55.10 27 .42%
5000
85
29 112
||H| |\|‘|J|‘|I|‘|||||1|41|||| ——r— ] L T B
m/z--> 50 100 150 200 250 300 11.00 11.20 11.40 11.60

8270-BF010719.M Fri Jan 18 07:09:45 2019

Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI1\BNA F\Data\BF011119\
Data File : BF112025.D

Aca On - 11 Jan 2019 19:44

Operator : JU/SJ

Sample - K1071-07 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Pentadecanoic acid, 14-meth... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.79 17.31 ng 693145 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 95
2 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 93
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 90
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 83
Abundance Scan 1650 (11.792 min): BF112025.D (-1646) (-) m/z 74.00 100.00%
7
87
5000
43
| T 101,120 221 11/40 11,60 11.80 12.00 12.20
171185199 241 5z 270 . . . . )
byt i L g (948 7 | 157172189900013 | 466200 | 72, 67
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
7
87
5000 43 R A AR RN

11.40 11,60 11.80 12.00 12.20
m/z 43.10 33.35%

29 |37 143
ol L) 1011151297 157171185199213227241 270

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
4

87 i
11.40 11.60 11.80 12.00 12.20

5000 m/z 55.00 26.54Y%
43

7 143

) 19taas129 | 157171185199213227241 270

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

Abundance #84485: Tridecanoic acid, methyl ester A S R
74 11.40 11.60 11.80 12.00 12.20

m/z 41.10 24 77%

87
5000 43
%7
Aol 1911151?9 \ 157171185199 228
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. OO 12. 20

8270-BF010719.M Fri Jan 18 07:09:46 2019 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI1\BNA F\Data\BF011119\
Data File : BF112025.D

Aca On - 11 Jan 2019 19:44

Operator : JU/SJ

Sample - K1071-07 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.93 10.64 ng 425877 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 Methyl-_alpha.-d-ribofuranoside 164 C6H1205 1000129-83-1 43
Abundance Scan 1673 (11.927 min): BF112025.D (-1670) (-) m/z 73.00 100.00%
60 73 A
5000
129
97 213
115 157171 192 256 11.60 11.80 12.00 12.20
143 227 241
m/z 43.10 93.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 L UL BN B SULRRS
nmnmnmnm
m/z 60.00 86.13%
TJJ 143157171185199213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
60 73
43 11,60 11.80 12.00 12.20
5000 129 m/z 55.10 75.47%
29 . 185 228
01115 | 143..5171
IIIII”II“”I”IITI :1- H‘ " |‘||:|I-|57||‘|| I‘Illlggllzil'? ||‘|||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid A BAEE N R REe s
43 60 73 11.60 11.80 12.00 12.20
m/z 57.10 74.91%
5000 129
29
‘ L4u 143157171185199 242
15 | 4
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12. 20

8270-BF010719.M Fri Jan 18 07:09:47 2019

Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI1\BNA F\Data\BF011119\
Data File : BF112025.D

Aca On - 11 Jan 2019 19:44

Operator : JU/SJ

Sample - K1071-07 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 9,12-Octadecadienoic acid (... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.47 22.47 ng 899820 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
2 8.11-Octadecadienoic acid. methyv... 294 C19H3402 056599-58-7 99
3 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
4 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
5 9,12-0Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99

Abundance Scan 1765 (12.468 min): BF112025.D (-1762) (-) m/z 67.05 100.00%

5000

-

12.20 12.40 12.60 12.80
m/z 81.10 78.39%

135150

177193 220235 263 204

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139725: 9,12-Octadecadienoic acid (Z,2)-, methyl ester
a7

-

12!20 12.I40 12!60 12.I80
204 m/z 55.10  73.74%

5000

263

178 195 220 237

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139707: 8,11-Octadecadienoic acid, methyl ester
67

?

12.20 12.40 12.60 12.80
m/z 41.05  63.04%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester S e
67 12.20 12.40 12.60 12.80

41 m/z 95.05 52 .89%

:

5000

-

135150

178 223 263 279294

T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80

8270-BF010719.M Fri Jan 18 07:09:47 2019

Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI1\BNA F\Data\BF011119\
Data File : BF112025.D

Aca On - 11 Jan 2019 19:44

Operator : JU/SJ

Sample - K1071-07 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 16-Octadecenoic acid, methy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.50 89.51 ng 3584240 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 99
2 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 99
3 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 99
4 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 98
5 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 97

Abundance Scan 1770 (12.498 min): BF112025.D (-1767) (-) m/z 55.10 100.00%

5000

-

222 264 261296 12.20 12.40 12.60 12.80
m/z 41.10 65.82%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141288: 16-Octadecenoic acid, methyl ester
55
41 74

12!20 12.I40 12!60 12.I8O
264 m/z 69.10 62.08%

180 0722236 278 296

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141287: 14-Octadecenoic acid, methyl ester
55

5000

138152

-

41 R o
74

12.20 12.40 12.60 12.80
m/z 74.10 57.54%

5000

264

138152

il

222
| 180 5077236 278 296
relle -
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #141283: 15-Octadecenoic acid, methyl ester R R B e e e
41 55 12.20 12.40 12.60 12.80
74 m/z 43.10 52.71%
5000
ZT M)M
“LJM” i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80

8270-BF010719.M Fri Jan 18 07:09:48 2019 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI1\BNA F\Data\BF011119\
Data File : BF112025.D

Aca On - 11 Jan 2019 19:44

Operator : JU/SJ

Sample - K1071-07 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Methyl stearate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.58 10.26 ng 410811 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 93
3 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 91
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 91
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 87

Abundance Scan 1784 (12.580 min): BF112025.D (-1781) (-) m/z 74.10 100.00%

74

[ ——

5000{ 43
T? 143 255 e
3 129 199 12.20 12.40 12.60 12.80
111 185777213 241 | 269 298
0 ,....,'....|',..|'..,'.-!..'-,'....,..'..,L..??.l...,....',....,....,.... Yeerrde | M/z 87.10  76.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143130: Methyl stearate
YA
5000 | BNLLIL BLENLL  BNLEL B L NLNL LA L]
43 12.20 12.40 12.60 12.80
7 143 m/z 43.10 40.87%
|. T.h W% s | | 157 18519913 24160 298
prorrveer e e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143189: Heptadecanoic acid, 16-methyl-, methyl ester
4
R e R AR RS
12.20 12.40 12.60 12.80
5000 m/z 55.10 32.38%
28 43
143 255 298
..up.”, B R A L L AR ARRRAREAEY Eaey
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119408: Hexadecanoic acid, methy! ester REERE LS R
74 12.20 12.40 12.60 12.80
m/z 41.10 26.12%
5000
43
7 143
\‘\ ‘ Lyl ]\-(\)1115 | 157171 199 227241 270

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12 20 12. 40 12 60 12. 80

8270-BF010719.M Fri Jan 18 07:09:49 2019 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI1\BNA F\Data\BF011119\
Data File : BF112025.D

Aca On - 11 Jan 2019 19:44

Operator : JU/SJ

Sample - K1071-07 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 18 9,12-Octadecadienoic acid (... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.62 6.44 ng 257923 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 60
2 5-Undecvne 152 C11H20 002294-72-6 41
3 Benzene. 1.1"-(1.3-butadivne-1.4... 202 C16H10 000886-66-8 38
4 Cvclopentene. 1-(1-methvlethvl)- 110 C8H14 001462-07-3 38
5 Cyclopentane, (1-methylethylidene)- 110 C8H14 000765-83-3 38

Abundance Scan 1791 (12.621 min): BF112025.D (-1788) (-) m/z 202.10 100.00%

2

5000

-

12.40 12.60 12.80 13.00
m/z 67.00 74.44%

150 171186 222 940255 280295

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #127649: 9,12-Octadecadienoic acid (Z,2)-
67

-

12.40 12.60 12.80 13.00
m/z 81.10 58.04%

5000

280
210

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #25398: 5-Undecyne
67
S B AR R
41 12.40 12.60 12.80 13.00
5000 95 m/z 41.10 51.05%
2 ! |‘M‘ 110 Ls7is2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #62829: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis- B AR EE T et
202 12.40 12.60 12.80 13.00
m/z 55.05 50.17%
5000
o7 51 75 101 136 150 174
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI1\BNA F\Data\BF011119\
Data File : BF112025.D

Aca On - 11 Jan 2019 19:44

Operator : JU/SJ

Sample - K1071-07 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Oleic Acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.64 20.27 ng 811546 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 96
2 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 96
3 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 96
4 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 89
5 cis-13-Eicosenoic acid 310 C20H3802 017735-94-3 81

Abundance Scan 1794 (12.639 min): BF112025.D (-1792) (-) m/z 55.10 100.00%

5000

12.40 12.60 12.80 13.00
m/z 41.10 65.98%

220235 264 295

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129338: Oleic Acid

125 15106 101

83

.

5000

12.40 12.60 12.80 13.00
123 264 m/z 69.10 64.91%

138 165180 207222 o4

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129357: trans-13-Octadecenoic acid
55
RS e
12.40 12.60 12.80 13.00
5000 m/z 43.10 54 _.84%

180 207222 246 264 282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129353: 9-Octadecenoic acid, (E)- T T
55 12.40 12.60 12.80 13.00
83 m/z 83.10 51.07%

.

5000

123 264
138 165180 207222 o246

ﬁ

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12 60 12. 80 13 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI1\BNA F\Data\BF011119\
Data File : BF112025.D

Aca On - 11 Jan 2019 19:44

Operator : JU/SJ

Sample - K1071-07 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Octadecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.71 4.52 ng 181077 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 90
2 Dodecanoic acid 200 C12H2402 000143-07-7 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 50
5 n-Decanoic acid 172 C10H2002 000334-48-5 50

Abundance Scan 1806 (12.710 min): BF112025.D (-1804) (-) m/z 73.05 100.00%

129 JVMMWJAJVKANMMMM\Mm«y

157 185202550 241 L0081 509326 12.40 12.60 12.80 13.00

m/z 43.10 84 .80%

43
5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131261: Octadecanoic acid
73
5000 129 s e e e
12.40 12.60 12.80 13.00
m/z 41.10 83.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #61120: Dodecanoic acid
60
43 II|IIII|IIII|IIII|IIII|
12.40 12.60 12.80 13.00
5000 129 m/z 57.10 82.37%
85 157
L
[0 I o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #84453: Tetradecanoic acid B A m maa
73 12.40 12.60 12.80 13.00
43 m/z 60.00 74 .22%
5000 129
185 228
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12. 40 12. 60 12. 80 13 00

8270-BF010719.M Fri Jan 18 07:09:51 2019

Page: 21



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF011119\
Data File : BF112025.D

Acq On : 11 Jan 2019 19:44

Operator : JU/SJ

Sample : K1071-07 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010719_.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 .65 6.65 36.1 ng 1336620 1 6.87 740174 20.0
Octane, 2-methyl- 7.59 2.9 ng 117871 2 8.16 824653 20.0
Undecane, 2,6-dim... 8.22 2.7 ng 110511 2 8.16 824653 20.0
Phthalic anhydride 8.92 18.5 ng 762079 2 8.16 824653 20.0
Dodecane, 2,7,10-... 9.17 2.5 ng 102598 3 9.91 826442 20.0
Dodecanoic acid 10.12 5.0 ng 208054 3 9.91 826442 20.0
Z-2-Tridecen-1-ol 10.56 5.3 ng 219173 3 9.91 826442 20.0
Pentadecane, 2,6,... 10.83 4.8 ng 192134 4 11.40 800876 20.0
2-Butanamine, N-m... 10.94 4.3 ng 172004 4 11.40 800876 20.0
Bacchotricuneatin c 11.29 3.3 ng 132740 4 11.40 800876 20.0
Pentadecanoic aci... 11.79 17.3 ng 693145 4 11.40 800876 20.0
n-Hexadecanoic acid 11.93 10.6 ng 425877 4 11.40 800876 20.0
9,12-Octadecadien... 12.47 22.5 ng 899820 4 11.40 800876 20.0
16-Octadecenoic a... 12.50 89.5 ng 3584240 4 11.40 800876 20.0
Methyl stearate 12.58 10.3 ng 410811 4 11.40 800876 20.0
9,12-Octadecadien... 12.62 6.4 ng 257923 4 11.40 800876 20.0
Oleic Acid 12.64 20.3 ng 811546 4 11.40 800876 20.0
Octadecanoic acid 12.71 4.5 ng 181077 4 11.40 800876 20.0
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