LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112026.D

Aca On : 11 Jan 2019 20:11

Operator : JU/SJ

Sample : K1103-02 5X

Misc :

ALS Vial : 19 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 6.745 781 792 794 rVB 344101 749133 1.15% 0.293%
2 6.875 810 814 817 rBV 802850 683905 1.05% 0.267%
3 7.028 820 840 842 rBVY 14184895 61923435 95.04% 24.185%
4 7.416 873 906 908 rBY 1121694 5720511 8.78% 2.234%
5 7.728 931 959 961 rBVY 1791815 7833265 12.02% 3.059%
6 8.134 993 1028 1030 rVV 3216693 19374288 29.74% 7.567%
7 8.157 1030 1032 1036 rVB 993163 799305 1.23% 0.312%
8 9.192 1184 1208 1211 rBV2 2908943 11946520 18.34% 4 .666%
9 9.980 1339 1342 1349 rBvV 1272632 2071775 3.18% 0.809%
10 10.363 1361 1407 1409 rBVY 9192921 65154954 100.00% 25.448%

11 10.939 1499 1505 1507 rBV 802943 725207 1.11% 0.283%
12 10.969 1507 1510 1512 rVV 1722051 1546865 2.37% 0.604%
13 10.992 1512 1514 1521 rVB 1060967 1038769 1.59% 0.406%
14 11.175 1525 1545 1548 rBV2 5683407 19675263 30.20% 7.685%
15 11.357 1573 1576 1579 rVV 1048614 796734 1.22% 0.311%

16 11.998 1670 1685 1688 rBV2 5563068 14352787 22.03% 5.606%
17 12.486 1765 1768 1779 rBV 524079 870374 1.34% 0.340%
18 12.698 1789 1804 1808 rBV2 5426684 14491864 22.24% 5.660%
19 12.757 1810 1814 1817 rVB 2360298 2451898 3.76% 0.958%
20 12.869 1830 1833 1840 rVV 2134388 2006281 3.08% 0.784%

21 13.298 1902 1906 1909 rBV 798827 734301 1.13% 0.287%
22 13.686 1969 1972 1974 rBV 1792813 1949463 2.99% 0.761%
23 13.886 2002 2006 2009 rBV 949753 874799 1.34% 0.342%
24 14.439 2096 2100 2103 rVvVv 954460 987824 1.52% 0.386%
25 14.510 2108 2112 2115 rVB 2778590 2589387 3.97% 1.011%

26 14.927 2179 2183 2192 rVB 1277528 1686282 2.59% 0.659%
27 15.192 2221 2228 2232 rBV 6182563 8930204 13.71% 3.488%
28 15.227 2232 2234 2241 rVB 1085876 1651437 2.53% 0.645%
29 16.415 2430 2436 2443 rVB 815466 1415033 2.17% 0.553%
30 17.592 2628 2636 2638 rBV4 405764 1003889 1.54% 0.392%

Sum of corrected areas: 256035752

8270-BF010719.M Mon Jan 14 17:17:59 2019 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112026.D

Aca On : 11 Jan 2019 20:11

Operator : JU/SJ

Sample : K1103-02 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

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

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

Abundance TIC: BF112026.D
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1.4e+07

1.2e+07
1e+07 10.36
8000000

6000000 11.17 12.00 12.70

4000000

i 0 Be7
20000001 73 10.97 '
L Am /L 9.98 18099 | 11.36 12.48 13.3
A g . ,
0 v A A

Time--> 8.00

I
8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BF112026.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112026.D

Aca On : 11 Jan 2019 20:11

Operator : JU/SJ

Sample : K1103-02 5X

Misc :

ALS Vial : 19 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 Hexanoic acid Concentration Rank 15

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

6.75 21.91 ng 749133 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 90
2 Pentanoic acid 102 C5H1002 000109-52-4 72
3 Propanedioic acid. propvl- 146 C6H1004 000616-62-6 64
4 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 50
5 Butanoic acid 88 C4H802 000107-92-6 36

Abundance Scan 793 (6.751 min): BF112026.D (-781) (-) m/z 45.00 100.00%
45
5000
5|5 70 | 6.40 6.60 6.80 7.00
S N VOSSN N NS N | m/z 83.90 16.35%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #8070: Hexanoic acid
60
73 L R L U I
5000 27 a1 640 6.60 6.80 7.00
g7 m/z 55.00 13.98%
. 36| ||| 50 h| 165 .|, 8 | 92 99
m/z--> 26 §o 45 50 60 fo 85 50 160 '
Abundance #4247: Pentanoic acid
60
'6.40 660 680 7.00
5000 73 m/z 87.00 11.95%
41 55
H 36 Il | S0 L.y 6 | e & 101
m/z--> 26 ' 45 50 60 fo 85 50 160 '
Abundance #21817: Propanedioic acid, propyl-
a1 60 6.40 6.60 6.80 7.00
m/z 88.00 11.24%
5000 73
m/z--> 20 50 60 70 80 90 100 6.40 6.60 6.80 7.00

8270-BF010719.M Mon Jan 14 17:18:00 2019 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112026.D

Aca On : 11 Jan 2019 20:11

Operator : JU/SJ

Sample : K1103-02 5X

Misc :

ALS Vial : 19 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 2 1-Hexanol, 2-ethyl- Concentration Rank 1

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

7.03 1810.88 ng 61923400 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
2 1-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 59
3 Isobutvl octan-2-vl carbonate 230 C13H2603 1000372-74-7 56
4 Heptvl isobutvl carbonate 216 C12H2403 959068-08-7 53
5 1-Decene, 2,4-dimethyl- 168 C12H24 055170-80-4 53

Abundance Scan 840 (7.028 min): BF112026.D (-820) (-) m/z 57.10 100.00%
57
5000 41
T I o o T %
el M2 129 150 0 Tn/z 41.05  45.53%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13670: 1-Hexanol, 2-ethyl-
57
5000 BUARESERRRARN
43 6.60 6.80 7.00 7.20 7.40
29 70 g3 m/z 43.05 37.01%
98
T '}?'ljh"l T ﬂ" |h' i }%% [rrr [T
m/z--> 20 40 60 100 120 140 160 180
Abundance #13758: 1- Pentanol, 2-ethyl-4-methyl-
57
—‘rv—r-ﬁ—rv—v—v—v—r
41 6.60 6.80 7.00 7.20 7.40
5000 m/z 55.05 32.21%
69 83
18 \M‘ u‘\“ ‘\‘ ‘\ 9\7 112
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #85978: Isobutyl octan-2-yl carbonate — e
57 6.60 6.80 7.00 7.20 7.40
m/z 56.10 24 .14%
5000
71
41
il 1 A WP
as SF b s ars S N
m/z--> 20 40 80 100 120 140 160 180 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112026.D

Aca On : 11 Jan 2019 20:11

Operator : JU/SJ

Sample : K1103-02 5X

Misc :

ALS Vial : 19 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 3 Hexanoic acid, 2-ethyl- Concentration Rank 6

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

7.73 196.00 ng 7833270 Naphthalene-d8 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 90
2 Heptanoic acid. 2-ethvl- 158 C9H1802 003274-29-1 50
3 Pentanoic acid. 2.4-dimethvl-. m... 144 C8H1602 071672-33-8 47
4 1.4-Dioxane 88 C4H802 000123-91-1 47
5 Methyl 2,3,4-tri-0-methyl-6-deox... 220 C10H2005 072983-16-5 42

Abundance Scan 959 (7.728 min): BF112026.D (-931) (-) m/z 73.00 100.00%
B g
5000 41 57
101
| - 116 129 144 7.40 7.60 7.80 8.00
o derpet 820 bl 129 144 Tm/z 88.10  80.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20862: Hexanoic acid, 2-ethyl-
7B 88
5000 "|""|"'L7""|""|
41 57 7.40 7.60 7.80 8.00
29 101 116 m/z 41.10 42 .72%
"I"''I'"|'|I""|I!|'|"I'I'|!II '(?'S'Ii'!"l"' II""I""IIIII ":'L'zg""l:l-"'u"r'l""l"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30204: Heptanoic acid, 2-ethyl-
73 88
7.40 7.60 7.80 8.00
5000 m/z 57.10 37.53%
101
"I""I""I""I"""'I"l'l""‘l""l""‘I""I""I""I""I""I""I"1'5'I8"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21019: Pentanoic acid, 2,4-dimethyl-, methy! ester
83 7.40 7.60 7.80 8.00
m/z 55.05 26.96%
43
5000
101
e o
"I"''I''''I''"I""I"‘l"‘l""‘l"III IIH‘I"" llllI""I":'I-'Z‘Ig"":I-":r"1r'l""lIII
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112026.D

Aca On : 11 Jan 2019 20:11

Operator : JU/SJ

Sample : K1103-02 5X

Misc :

ALS Vial : 19 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 1-Dodecanamine, N,N-dimethyl- Concentration Rank 18

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

9.98 20.00 ng 2071780 Acenaphthene-d10 9.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanamine. N.N-dimethvl- 213 C14H3I1N 000112-18-5 91
2 1-Heptanamine. N.N-dimethvl- 143 C9H21N 005277-11-2 78
3 1-Decanamine. N.N-dimethvl- 185 C12H27N 001120-24-7 78
4 n-Octvl trimethvl ammonium bromide 251 C11H26BrN 002083-68-3 72
5 1-Decanaminium, N,N,N-trimethyl-_.__. 235 C13H30CIN 010108-87-9 72

Abundance Scan 1342 (9.980 min): BF112026.D (-1339) (-) m/z 58.10 100.00%
58
5000
41 9.60 9.80 10.00 10.20
el 09 84 100 114 128 142 156 170 184 198 213 | /7 41.10  5.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #72003: 1-Dodecanamine, N,N-dimethyl-
58
5000
9.60 9.80 10.00 10.20
m/z 43.05 4_.02%
15 29 41 69 84 98 114 128 142 184 198 213
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20382: 1-Heptanamine, N,N-dimethyl-
58
9.60 9.80 10.00 10.20
5000 m/z 59.05 3.73%
29 42 | 72 84 97 114126 143
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #49544: 1-Decanamine, N,N-dimethyl-
58 9.60 9.80 10.00 10.20
m/z 42.05 3.38%
5000
15 29 43 | 69 84 98 114 128 156 170 185
m/z--> 20 40 60 80 100 120 140 160 180 200 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112026.D

Aca On : 11 Jan 2019 20:11

Operator : JU/SJ

Sample : K1103-02 5X

Misc :

ALS Vial : 19 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 5 Dodecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
10.36 628.98 ng 65155000 Acenaphthene-d10 9.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 98
2 Undecanoic acid 186 C11H2202 000112-37-8 80
3 Nonanoic acid 158 C9H1802 000112-05-0 53
4 Octanoic acid 144 C8H1602 000124-07-2 46
5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 43

Abundance Scan 1407 (10.363 min): BF112026.D (-1361) (-) m/z 73.10 100.00%
60 73
5000
% g7 115 i 157 ABANRARAN RARSA SRS &
| | .“l 143 71103 200 10.00 10.20 10.40 10.60 :
e At Bl m/z 60.00 91.57%
m/z--> 80 100 120 140 160 180 200
Abundance #61120: Dodecanoic acid
73
L

60
43
5000 129
85
29
115
101 143
15
20 40 60

10 00 10. 20 10. 40 10 60

157
171 m/z 41.05 67.70%
200
183
m/z--> 80 100 120 140 160 180 200
Abundance #50052: Undecanoic acid
60 73
4l VNN CE—
10.00 10.20 10.40 10.60
5000 29 m/z 43.05 64.18%
129 143
101 115 ‘ 157
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #30178. Nonanoic acid e EEEEEEEEEE e
60 10.00 10.20 10.40 10.60
3 m/z 55.10 60.58%
5000
41
29 ‘ ‘ g7 98 115 129
T 5 N s PP GO
m/z--> 20 40 60 80 100 120 140 160 180 200 10 00 10. 20 10. 40 10 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112026.D

Aca On : 11 Jan 2019 20:11

Operator : JU/SJ

Sample : K1103-02 5X

Misc :

ALS Vial : 19 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 1-Octanol, 5,7,7-trimethyl-__._. Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

10.97 38.83 ng 1546870 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octanol. 5.7.7-trimethvl-2-(1.... 270 C18H380 036400-98-3 91
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 59
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 59
4 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 58
5 Undecane, 3-cyclohexyl- 238 C17H34 013151-78-5 50

Abundance Scan 1510 (10.969 min): BF112026.D (-1507) (-) m/z 57.10 100.00%

57
5000

10.60 10.80 11.00 11.20
— oL S22 | m/z 41.10 17.94%
m/z--> 50 100 150 200 250 300 350 400

83
J |l 211,140 987 213 255
I

Abundance #119531: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylouty)-
57
5000
10.60 10.80 11.00 11.20
m/z 83.10 13.31%
29 8 111 140 213
Ml 0 £ e -
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecy! ester
57
83
10.60 10.80 11.00 11.20
5000 111 m/z 69.10 12.61%
29 ‘ 139 82 210
..J..,‘.L‘..w %Lh.a D ss s
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester
57 10.60 10.80 11.00 11.20
83 m/z 55.10 12.52%
5000 11
29 ‘ 169
210
BT G T -
m/z--> 50 100 150 200 250 300 350 400 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112026.D

Aca On : 11 Jan 2019 20:11

Operator : JU/SJ

Sample : K1103-02 5X

Misc :

ALS Vial : 19 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 Tetradecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.17 493.90 ng 19675300 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Dodecanoic acid 200 C12H2402 000143-07-7 74
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Undecanoic acid 186 C11H2202 000112-37-8 64
Abundance Scan 1544 (11.169 min): BF112026.D (-1525) (-) m/z 73.05 100.00%
43 60 73
5000 129
85 185
U5 143 o, 1n 199,,, 228 10.80 11.00 11.20 11.40

m/z 60.00 88 .84%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84452: Tetradecanoic acid
60 73
43
5000 129

10.80 11.00 11.20 11.40

29 m/z 43.10 78.76%
15
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #72643: Tridecanoic acid
43 60 73
10.80 11.00 11.20 11.40
5000 129 m/z 41.10 74 .26%
29 85
143 157
.?'.Sl .‘.‘ "I"‘ HH -
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #61120: Dodecanoic acid
60 73 10.80 11.00 11.20 11.40
43 m/z 55.05 68.48%
5000 129
157
29 101 115
‘ ‘ ‘ 143 171 200
.;?,.‘...‘i‘a‘..“l“‘ ylil ,M..M‘ . .‘.“.... ....1,8.3...,....,....,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112026.D

Aca On : 11 Jan 2019 20:11

Operator : JU/SJ

Sample : K1103-02 5X

Misc :

ALS Vial : 19 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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.00 360.29 ng 14352800 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 76
5 Octatriacontyl pentafluoropropio... 697 C41H77F502 1000351-89-1 18
Abundance Scan 1685 (11.998 min): BF112026.D (-1670) (-) m/z 73.05 100.00%
43 7B
5000 129
7 L1s 213 R Ea e e
143197171185, 49 22754, 58 g 11.60 11.80 12.00 12.20 12.40
4l > m/z 43.10 91.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 90
(Y, N
5000 129
83 11.60 11.80 12.00 12.20 12.40
m/z 60.00 88.70%
J‘“ 1431571711851 213 256
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid
T |'“'w"w%“'|“'w"
43 57 11.60 11.80 12.00 12.20 12.40
5000 - 129 m/z 41.10 77 .22%
7 115 ok 214
L] |
|||||‘l||‘|‘|‘||“l“‘|‘l‘|‘||”hi:l”l“u |“H||‘||||‘||=‘|‘|||=| ||||||||“|||||| ARammmEEEa
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid R e e
43 78 11.60 11.80 12.00 12.20 12.40
57 m/z 55.10 76.58%
5000 129
29
199
‘ 143157171185 242
s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11.80 12.00 12.20 12.40

8270-BF010719.M Mon Jan 14 17:18:05 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112026.D

Aca On : 11 Jan 2019 20:11

Operator : JU/SJ

Sample : K1103-02 5X

Misc :

ALS Vial : 19 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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 10 Dodecanoic acid, isooctyl e... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.49 21.85 ng 870374 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid. isooctvl ester 312 C20H4002 084713-06-4 74
2 Dodecanoic acid. 1.l1-dimethvlpro... 270 C17H3402 117769-92-3 43
3 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 27
4 1-Butanol. 2-ethvl- 102 C6H140 000097-95-0 22
5 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 22

Abundance Scan 1769 (12.492 min): BF112026.D (-1765) (-) m/z 57.10 100.00%

57

5000

3

12.20 12.40 12.60 12.80
m/z 43.10 83.98%

201

222 241 265 283

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154938: Dodecanoic acid, isooctyl ester
a3 112 183

3

12.20 12.40 12.60 12.80
m/z 55.05 68.72%

5000

240255270 311
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119422: Dodecanoic acid, 1,1-dimethylpropy! ester
70
_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'_
43 12.20 12.40 12.60 12.80
5000 m/z 41.10 64.12%
2 183
T ‘ ), 8 100 120 157 | 200 241256
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71410: Dodecane, 2,6,10-trimethyl- S AABRREEEES
57 12.20 12.40 12.60 12.80

m/z 71.10 49 _39%

5000 85

Q

112127
\i | “\ ‘\ H \‘ 155 183

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 Mon Jan 14 17:18:05 2019

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112026.D

Aca On : 11 Jan 2019 20:11

Operator : JU/SJ

Sample : K1103-02 5X

Misc :

ALS Vial : 19 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 6-Octadecenoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.70 363.78 ng 14491900 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Octadecenoic acid 282 C18H3402 1000336-66-8 97
2 cis-Vaccenic acid 282 C18H3402 000506-17-2 94
3 cis-13-0Octadecenoic acid 282 C18H3402 013126-39-1 91
4 Octadec-9-enoic acid 282 C18H3402 1000190-13-7 91
5 6-Octadecenoic acid, (2)- 282 C18H3402 000593-39-5 91
Abundance Scan 1804 (12.698 min): BF112026.D (-1789) (-) m/z 55.10 100.00%
5000 / 4 F

123137151 264 12 40 12.60 12.80 13.00

166180 207222236 282 n/z 41.10 71.36%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129340: 6-Octadecenoic acid
g3 97

5000 LB B B e B
12. 40 12. 60 12. 80 1300

m/z 69.10 65.80%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129339: cis-Vaccenic acid
55

69 12.40 12.60 12.80 13.00
5000 m/z 83.10 50.94%

125 151165180 207222 pag 204 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129347: cis-13-Octadecenoic acid

55 12140 12.60 12,60 13.:00
m/z 43.10 49.85%

69
5000
125139 165180 207222 o4p 254 282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12. 60 12. 80 13. 00

8270-BF010719.M Mon Jan 14 17:18:06 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112026.D

Aca On : 11 Jan 2019 20:11

Operator : JU/SJ

Sample : K1103-02 5X

Misc :

ALS Vial : 19 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 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.76 56.06 ng 2451900 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Tridecanoic acid 214 C13H2602 000638-53-9 74
Abundance Scan 1815 (12.763 min): BF112026.D (-1810) (-) m/z 73.05 100.00%
43 7
129 A
5000 241
97 1T5 284 e Y
157 213 12.40 12.60 12.80 13.00
- Y e 0 T O o O 21 \ 34 m/z 43.10 88.33%
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
43 7
5000 129 ARV AR
12. 40 12. 60 12. 80 13.00
9 185 2l s m/z 60.00 82.77%
(157, | 297
m/z--> 50 100 1%0 260 250 300 3éo
Abundance #95855: Pentadecanoic acid
43 78
12.40 12,60 12.80 13.00
5000 129 m/z 57.10 73.45%
199 242
157
Illllll H‘\n\ "l P'8¢)‘ - ——
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester B ERE RS et
43 12.40 12.60 12.80 13.00
m/z 55.10 61.47%
73
5000 284
129
185
“ m ‘ 157 H2}3‘ zﬁllzes I311 | 372
T 1 T T T T T T T T T T T T 7T T T T —v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v—|—v—v—v—v—|—r
m/z--> 50 1 o 150 200 250 300 350 12.40 12.60 12.80 13.00

8270-BF010719.M Mon Jan 14 17:18:06 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112026.D

Aca On : 11 Jan 2019 20:11

Operator : JU/SJ

Sample : K1103-02 5X

Misc :

ALS Vial : 19 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 1-Dodecanol, 2-hexyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.87 45.87 ng 2006280 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 91
2 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 91
3 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 91
4 Oxalic acid. isobutvl tetradecvl... 342 C20H3804 1000309-37-9 91
5 Oxalic acid, isobutyl pentadecyl... 356 C21H4004 1000309-38-0 91
Abundance Scan 1833 (12.869 min): BF112026.D (-1830) (-) m/z 57.10 100.00%

5000

111 B
125 12.60 12.80 13.00 13.20
0 139154168182197 224 252266280 297

i m/z 43.10 70.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119526: 1-Dodecanol, 2-hexyl-

12!60 12.I80 13.IOO 13!20
m/z 55.10 59.21%

5000

126140154168182

210224238252 269

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143260: 1-Dodecanoal, 2-octyl-
5[7

g

43 | n 12.60 12.80 13.00 13.20
m/z 71.10 54 _.75%

5000
111

1391541681821 97211 280 297

238252

.

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95991: 1-Decanol, 2-hexyl- e e
43 57 12.60 12.80 13.00 13.20
m/z 41.10 47 .21%
71
5000
29
111
Ll 126140154 196 224
e AL BN ma e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.60 12.80 13.00 13.20

8270-BF010719.M Mon Jan 14 17:18:07 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112026.D

Aca On : 11 Jan 2019 20:11

Operator : JU/SJ

Sample : K1103-02 5X

Misc :

ALS Vial : 19 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 unknownl3.69 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.69 44 .57 ng 1949460 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bis(2-ethvlhexvl)hvdroaen phosphate 322 C16H3504P 000298-07-7 37
2 1.4-Dioxaspirol4.51decane 142 C8H1402 000177-10-6 32
3 4H-Imidazol-4-one. 2-amino-1.5-d... 99 C3H5N30 000503-86-6 30
4 Chlorcvclizine 300 C18H21CIN2 000082-93-9 27
5 Phosphoric acid, dioctyl propyl ... 364 C19H4104P 1000308-95-6 25
Abundance Scan 1973 (13.692 min): BF112026.D (-1969) (-) m/z 99.10 100.00%
99
5000 [\\A
55 T T
79 262 . 1340 13.60 13.80 14.00
0 55 m/z 112.10 56.50%
m/z--> 50 100 150 200 250 300 350
Abundance #162577: Bis(2-ethylhexyl)hydrogen phosphate
99
5000
13.40 13.60 13.80 14.00
57 m/z 55.10 21.56%
29 | yey | |12s 153 181 211 293
m/z--> 50 100 150 200 250 300 350
Abundance #19665: 1,4-Dioxaspiro[4.5]decane
99
13.40 13.60 13.80 14.00
5000 m/z 41.10 20.55%
55
27 142
..J‘.t.l‘,‘.‘.8.]‘J. T T T
m/z--> 50 100 150 200 250 300 350
Abundance #3444: 4H-Imidazol-4-one, 2-amino-1,5-dihydro- I EAmEmEEE RS
43 99 13.40 13.60 13.80 14.00
m/z 208.15 15.27%
5000
71
m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00

8270-BF010719.M Mon Jan 14 17:18:08 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112026.D

Aca On : 11 Jan 2019 20:11

Operator : JU/SJ

Sample : K1103-02 5X

Misc :

ALS Vial : 19 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 unknownl13.89 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.89 20.00 ng 874799 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 5.6-dipropvl- 226 C16H34 119209-20-0 43
2 3.4-Diethvl hexane 142 C10H22 019398-77-7 35
3 2-Ethvl-1-hexanol. heptafluorobu... 326 C12H17F702 1000365-16-0 35
4 Oxalic acid. 2-ethvlhexvl tetrad... 398 C24H4604 1000309-39-7 35
5 Octyl thioglycolate 204 C10H2002S 007664-80-4 30
Abundance Scan 2007 (13.892 min): BF112026.D (-2002) (-) m/z 57.10 100.00%
57
112
5000 83 239
129 W 713160 13,80 1400 1420
3 157 185 213 . . . .
A PR S L |-. 276295 827 355 | nsz  70.10  62.73%
m/z--> 50 100 150 200 250 300 350
Abundance #83034: Decane, 5,6-dipropyl-
57
5000 LR SN SR S SR
112 13.60 13.80 14.00 14.20
29 83 m/z 71.10 62.43%
T O T N T N
m/z--> 50 100 150 200 250 300 350
Abundance #19175: 3,4-Diethyl hexane
43 70
| 13.60 13.80 14.00 14.20
5000 m/z 43.10 56.40%
113
sl jo | w2
m/z--> 50 100 150 200 250 300 350
Abundance #165275: 2-Ethyl-1-hexanol, heptafluorobutyrate I EAmEmEEE RS
57 13.60 13.80 14.00 14.20
m/z 112.10 54 .29%
5000
83
29 169
N u‘ 1 | ,1\ (Mo || 107 prass
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20

8270-BF010719.M Mon Jan 14 17:18:08 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112026.D

Aca On : 11 Jan 2019 20:11

Operator : JU/SJ

Sample : K1103-02 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

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

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

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

Peak Number 16 unknownl4.44 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14 .44 22 .58 ng 987824 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propvl 1ll-octadecenoate 324 C21H4002 1000336-71-7 46
2 5-Eicosene. (E)- 280 C20H40 074685-30-6 46
3 Butvl 9-octadecenoate or 9-18:1 338 C22H4202 1000336-74-7 46
4 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 45
5 Octadec-9-enoic acid 282 C18H3402 1000190-13-7 43
Abundance Scan 2100 (14.439 min): BF112026.D (-2096) (-) m/z 57.10 100.00%
5
. \K__wmﬁu/ijhAJLJ\~_,§ﬁ,
T o0 aas aag s
3 137 : : : :
ol iy 101180 203222 .24,7 i 2.83.3?1. (335383371 | nyz 71.10  67.96%
m/z--> 50 100 150 200 250 300 350
Abundance #164503: n-Propyl 11-octadecenoate
83
5000 R I I IR U
mmmmmmmm
111 - 265 m/z 55.10 54.46%
L 8 111?0199 L 246,|,2,8¢§ e
m/z--> 50 100 150 200 250 300 350
Abundance #127769: 5-Eicosene, (E)-
55
83 " 14.20 14.40 14.60 14.80
5000 m/z 43.10 45 _45Y%
29 111
La L Jl 1 JL 1139 167 196 223 252 280
m/z--> 50 100 1éo 260 2éo 360 3éo
Abundance #175503: Butyl 9-octadecenoate or 9-18:1 e A RERaE BE s e e
55 14.20 14.40 14.60 14.80
83 264 m/z 41.10 35.80%
m/z--> 50 100 150 200 250 300 350 14.20 14. 40 14. 60 14. 80

8270-BF010719.M Mon Jan 14 17:18:09 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112026.D

Aca On : 11 Jan 2019 20:11

Operator : JU/SJ

Sample : K1103-02 5X

Misc :

ALS Vial : 19 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 Fumaric acid, decyl 2-ethyl... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.51 59.20 ng 2589390 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fumaric acid. decvl 2-ethvlhexvl... 368 C22H4004 1000339-14-4 53
2 Isobutvl octan-2-vl carbonate 230 C13H2603 1000372-74-7 47
3 Sulfide.l- propenvl 1-propvnvl 112 C6HS8S 089533-93-7 38
4 Oxalic acid. 2-ethvlhexvl tetrad... 398 C24H4604 1000309-39-7 35
5 Decane, 4-methyl- 156 C11H24 002847-72-5 35
Abundance Scan 2112 (14.510 min): BF112026.D (-2108) (-) m/z 57.10 100.00%
112
5000
83
27 1420 1440 14.60 14.80
185 241 : . .
o Aol 243 7 218 S A l208_ 330367 307 431 771 10 67.67%
m/z--> 50 100 150 200 250 300 350 400
Abundance #195547: Fumaric acid, decyl 2-ethylhexyl ester
70 112
5000 LA I BN BN
43 14.20 14.40 14.60 14.80
211 240 m/z 70.10 62.51%
.. l‘ 1. ll Lo 182 | || 269 311330
m/z--> 50 100 150 200 250 300 350 400
Abundance #85978: Isobutyl octan-2-yl carbonate
57
14.20 14.40 14.60 14.80
5000 m/z 43.10 61.18%
gy 112
29 ' ‘
4 |“J'J'\|'H L¥4?'17?' [rrrrfrrr T
m/z--> 50 100 150 200 250 300 350 400
Abundance #6452: Sulfide,1- propeny! 1-propynyl R e M e
3 112 14.20 14.40 14.60 14.80
71 m/z 112.10 54 .69%
5000
IJL U.,L...,....,....,....,....,....,....
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80

8270-BF010719.M Mon Jan 14 17:18:09 2019

Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112026.D

Aca On : 11 Jan 2019 20:11

Operator : JU/SJ

Sample : K1103-02 5X

Misc :

ALS Vial : 19 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 3-(Dimethylamino)propyl iso... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.93 20.42 ng 1686280 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-(Dimethvlamino)propvl isothioc... 144 C6H12N2S 027421-70-1 72
2 N.N-Dimethvloctvlamine 157 C10H23N 007378-99-6 72
3 N.N-Dimethvl-2-cvclohexvloxvethv... 171 C10H21NO 071126-60-8 72
4 l1-Hexanamine. 2-ethvl-N.N-dimethvl- 157 C10H23N 028056-87-3 72
5 Tetradonium Bromide 335 C17H38BrN 001119-97-7 64
Abundance Scan 2183 (14.927 min): BF112026.D (-2179) (-) m/z 58.10 100.00%
58
5000 #
84 157 364 14.60 14.80 15.00 15.20
Ol el i 112185727 185 213236 267 307 335 “07385 416 nzz 72.10  6.73%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #20564: 3-(Dimethylamino)propyl isothiocyanate
58
5000
14.60 14.80 15.00 15.20
m/z 55.05 6.59%
4”'4AV'H“'J"}%?""I""I""I""I""I"
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #29183: N,N-Dimethyloctylamine
58
14.60 14,80 15.00 15.20
5000 m/z 41.10 5.83%
15 3¢ 91 114 157
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #39002: N,N-Dimethyl-2-cyclohexyloxyethylamine O LB B ma T S
58 14.60 14.80 15.00 15.20
m/z 59.05 5.56%
5000
30, | ,82 171
m/z--> 0 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20

8270-BF010719.M Mon Jan 14 17:18:11 2019 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112026.D

Aca On : 11 Jan 2019 20:11

Operator : JU/SJ

Sample : K1103-02 5X

Misc :

ALS Vial : 19 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 Oxiraneoctanoic acid, 3-oct... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.19 108.15 ng 8930200 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxiraneoctanoic acid. 3-octvl-. ... 410 C26H5003 000141-38-8 52
2 12-Hvdroxv-octadecanoic acid. oc... 412 C26H5203 074819-90-2 45
3 Propanoic acid. 3-mercapto-. 2-e... 218 C11H2202S 050448-95-8 43
4 Methoxvacetic acid. 2-ethvlhexvl... 202 C11H2203 1000282-41-4 43
5 Oxalic acid, 2-ethylhexyl pentad... 412 C25H4804 1000309-39-8 43
Abundance Scan 2228 (15.192 min): BF112026.D (-2221) (-) m/z 57.10 100.00%
57
197
5000 97
129 14,80 15.00 15.20 15.40 15.60
157 265
o344, ol .?7.71. (222246° 7 (208 327 365385 m/z 55.10 86.45%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215862: Oxiraneoctanoic acid, 3-octyl-, 2-ethylhexyl ester
57
112 197
5000 R RN DR N
83 14. 80 15. oo 15 20 15. 40 15. 60
m/z 71.10 73.65%
29
DML kS Eaer || pooer 29 37 a5
m/z--> 50 100 150 200 250 300 350 400
Abundance #216657: 12-Hydroxy-octadecanoic acid, octyl ester
55 197
14,80 15.00 15.20 15.40 15.60
5000 97 m/z 197.15 69.43%
327
I I
: .“. "‘I ! q. 'llj Jldllll ‘.ll”. :!-‘7.‘. I |2|22| — .“. .J‘. |" L — |3|9‘|]'
m/z--> 50 100 150 200 250 300 350 400
Abundance #75457: Propanoic acid, 3-mercapto-, 2-ethylhexyl ester T
57 14. 80 15. 00 15. 20 15. 40 15. 60
m/z 43.10 51.62%
5000 112
29
{4 J 145 189 218
m/z--> §0 100 1éo 200 250 360 3éo 400 14.80 15.00 1520 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112026.D

Aca On : 11 Jan 2019 20:11

Operator : JU/SJ

Sample : K1103-02 5X

Misc :

ALS Vial : 19 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 unknownl5.23 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.23 20.00 ng 1651440 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N.N-DiisopropvIformamide 129 C7H15NO 002700-30-3 45
2 2.6-dichlorobenzaldehvde 4-T2-Me... 332 C13H18CI2N4S 070619-32-8 39
3 N(1D)-T1-T4-Chlorophenvll-1H-tetr... 280 C12H17CIN6 1000213-45-7 39
4 4-Acetvlamino-2.6-difluoro-.beta... 302 C14H20F2N203 1000116-30-1 39
5 1-Propanamine, N-ethyl-N-methyl- 101 C6H15N 004458-32-6 38
Abundance Scan 2234 (15.227 min): BF112026.D (-2232) (-) m/z 72.10 100.00%
70 r
5000
44 171 320 378 15.00 15.20 15.40 15.60
ol |10 141 171106 227 267 205 520 349 378400426 | 75" Eg 10 14.07%
m/z--> 50 100 150 200 250 300 350 400
Abundance #12953: N,N-Diisopropylformamide
7’
44
5000
15.00 15.20 15.40 15.60
129 m/z 44.10 7.45%
18 | |100|
m/z--> 50 100 150 200 250 300 350 400
Abundance #170295: 2,6-dichlorobenzaldehyde 4-[2-Methyl-2-dimethylam...
7’
" 15.00 15,20 15.40 15.60
5000 m/z 73.10 5.59%
42 | 1100 136 172195 231252 288 332
m/z--> 50 100 150 200 250 300 350 400
Abundance #126988: N(1)-[1-[4-Chlorophenyl]-1H-tetrazol-5-yl]-N(2),N... R e EEEms e
72 15.00 15.20 15.40 15.60
m/z 41.10 4_.61%
5000
4f Lo .99 125152 194 280
m/z--> 50 100 150 200 250 300 350 400 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF011119\
Data File : BF112026.D

Acq On : 11 Jan 2019 20:11

Operator : JU/SJ

Sample : K1103-02 5X

Misc :

ALS Vial : 19 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]
Hexanoic acid 6.75 21.9 ng 749133 1 6.87 683905 20.0
1-Hexanol, 2-ethyl- 7.03 1810.9 ng 61923400 1 6.87 683905 20.0
Hexanoic acid, 2-... 7.73 196.0 ng 7833270 2 8.16 799305 20.0
1-Dodecanamine, N... 9.98 20.0 ng 2071780 3 9.91 2071780 20.0
Dodecanoic acid 10.36 629.0 ng 65155000 3 9.91 2071780 20.0
1-Octanol, 5,7,7-... 10.97 38.8 ng 1546870 4 11.40 796734 20.0
Tetradecanoic acid 11.17 493.9 ng 19675300 4 11.40 796734 20.0
n-Hexadecanoic acid 12.00 360.3 ng 14352800 4 11.40 796734 20.0
Dodecanoic acid, ... 12.49 21.9 ng 870374 4 11.40 796734 20.0
6-Octadecenoic acid 12.70 363.8 ng 14491900 4 11.40 796734 20.0
Octadecanoic acid 12.76 56.1 ng 2451900 5 14.05 874799 20.0
1-Dodecanol, 2-he... 12.87 45.9 ng 2006280 5 14.05 874799 20.0
unknownl13.69 13.69 44.6 ng 1949460 5 14.05 874799 20.0
unknownl13.89 13.89 20.0 ng 874799 5 14.05 874799 20.0
unknownl14 .44 14.44 22.6 ng 987824 5 14.05 874799 20.0
Fumaric acid, dec... 14.51 59.2 ng 2589390 5 14.05 874799 20.0
3-(Dimethylamino)... 14.93 20.4 ng 1686280 6 15.52 1651440 20.0
Oxiraneoctanoic a... 15.19 108.2 ng 8930200 6 15.52 1651440 20.0
unknownl15.23 15.23 20.0 ng 1651440 6 15.52 1651440 20.0
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