LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022519\
Data File : BF112702.D

Aca On = 25 Feb 2019 19:40

Operator : JU/SJ

Sample = K1549-04 50X

Misc :

ALS Vial : 17 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-BF012519.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 6.616 766 770 772 rBV 340687 286778 1.62% 0.687%
2 6.645 772 775 779 rVB 320926 286141 1.62% 0.686%
3 6.739 787 791 801 rBV 378813 397202 2.25% 0.952%
4 6.816 801 804 814 rBV 347020 348742 1.98% 0.836%
5 7.728 952 959 963 rBV 141089 189539 1.07% 0.454%
6 7.833 971 977 984 rBV2 331905 435512 2.47% 1.044%
7 7.898 984 988 990 rBV2 164819 217395 1.23% 0.521%
8 7.933 990 994 995 rvVv 365722 407840 2.31% 0.978%
9 7.986 998 1003 1007 rVV6 931466 1985591 11.25% 4_.759%
10 8.033 1007 1011 1018 rVvv3 1102222 2670093 15.12% 6.400%

11 8.092 1018 1021 1027 rVvB2 1507518 1617128 9.16% 3.876%
12 8.157 1027 1032 1033 rBV3 349925 528449 2.99% 1.267%
13 8.186 1033 1037 1041 rVB2 864305 1107441 6.27% 2.654%
14 8.257 1044 1049 1053 rBV3 603393 961261 5.44% 2.304%
15 8.522 1091 1094 1107 rVB 1278332 1352617 7.66% 3.242%

16 9.680 1281 1291 1294 rBV 10501514 17657218 100.00% 42.323%
17 9.851 1317 1320 1326 rVB 493308 437264 2.48% 1.048%
18 10.663 1452 1458 1469 rBV 6711492 7473455 42_.33% 17.913%
19 11.339 1570 1573 1583 rVB 396072 382916 2.17% 0.918%
20 11.545 1605 1608 1621 rBV 1520058 1597296 9.05% 3.829%

21 13.809 1988 1993 2001 rBV 158854 224779 1.27% 0.539%
22 13.980 2020 2022 2031 rVB 442416 496494 2.81% 1.190%

23 14.939 2181 2185 2194 rVV 234881 302932 1.72% 0.726%
24 15.456 2268 2273 2282 rBV 254372 355751 2.01% 0.853%

Sum of corrected areas: 41719834
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF022519\
BF112702.D

25 Feb 2019 19:40

JussJ

K1549-04 50X

17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022519\
Data File : BF112702.D

Aca On : 25 Feb 2019 19:40

Operator : JU/SJ

Sample : K1549-04 50X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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-Propanol, 1-(2-methoxy-1-... Concentration Rank 9

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

6.62 16.45 ng 286778 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 1-(2-methoxyv-1-methy... 148 C7H1603 020324-32-7 86
2 1-Propanol. 2-(2-hvdroxvpropoxv)- 134 C6H1403 000106-62-7 59
3 1-Propanol. 2.2"-oxvbis- 134 C6H1403 000108-61-2 53
4 2-Propanol. 1.1°-T(1-methvl-1.2-_... 192 C9H2004 001638-16-0 45
5 2-Butanol, 3,3"-oxybis- 162 C8H1803 054305-61-2 42

Abundance Scan 771 (6.622 min): BF112702.D (-766) (-) m/z 59.10 100.00%
54.1
45.1
5000 103.1
73.1
6.20 6.40 6.60 6.80 7.00
910 1109 m/z 45.10 56.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #23092: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
54.0
5000 R L UL L A
45.0 73.0 103.0 620 640 6.60 6.80 7.00
31.0 m/z 103.10 45 _.69%
15.0 .,|. | A ‘ 85.0 , 117.0130.0 149.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15108: 1-Propanol, 2-(2-hydroxypropoxy)-
54.0
6.20 6.40 6.60 6.80 7.00
5000 m/z 73.10 35.12%
31.0 45.0 103.0
150 | ﬂw‘ . 750 89.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15091: 1-Propanol, 2,2'-oxybis-
54.0 6.20 6.40 6.60 6.80 7.00
m/z 41.10 27 .45%
5000
31.0 45.0 103.0
150 ﬂu‘ | 750 89.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022519\
Data File : BF112702.D

Aca On : 25 Feb 2019 19:40

Operator : JU/SJ

Sample : K1549-04 50X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 2-Propanol, 1-(2-methoxypro... Concentration Rank 6

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

6.74 22.78 ng 397202 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 1-(2-methoxvpropoxv)- 148 C7H1603 013429-07-7 83
2 1-Propanol. 2-(2-hvdroxvpropoxv)- 134 C6H1403 000106-62-7 72
3 2-Propanol. 1-(2-methoxv-1-methy... 148 C7H1603 020324-32-7 50
4 Hexaethvlene alvcol dimethvl ether 310 C14H3007 001072-40-8 50
5 Propane, 1,2-dimethoxy- 104 C5H1202 007778-85-0 50

Abundance Scan 791 (6.739 min): BF112702.D (-787) (-) m/z 59.05 100.00%
59.0
5000
4|5|'1 [ 10411553 6.40 6.60 6.80 7.00
SRS N NSSI N DU 1= St =7 SE— m/z 45.10 16.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #23084: 2-Propanol, 1-(2-methoxypropoxy)-
59.0
5000 T T[T T T
6.40 6.60 6.80 7.00
410 45.0 50 m/z 43.10 13.31%
150 1 ol " 890 10403350 1300
m/z--> 10 20 30 40 50 éo 70 80 90 160 110 120 130 140
Abundance #15106: 1- Propanol 2-(2-hydroxypropoxy)-
59.0
6.40 6.60 6.80 7.00
5000 m/z 73.10 10.91%
810 45.0 103.0
20 780 890 | us0 1340
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #23091: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0 6.40 6.60 6.80 7.00
m/z 41.05 10.58%
5000
3Lo 450
150 0 oyl L PP geo 1040554 1300
m/z--> 10 20 35 45 50 éo 70 80 90 160 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022519\
Data File : BF112702.D

Aca On : 25 Feb 2019 19:40

Operator : JU/SJ

Sample : K1549-04 50X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 unknown7.73 Concentration Rank 18

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

7.73 2.34 ng 189539 Naphthalene-d8 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butanol. 3.3-dimethvl- 102 C6H140 000624-95-3 47
2 1-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 39
3 Butane. 2.3-dimethvl-2.3-dinitro- 176 C6H12N204 003964-18-9 38
4 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 38

5 Hexane, 1-(hexyloxy)-5-methyl-

200 C13H280

074421-19-5 38

Abundance Scan 959 (7.728 min): BF112702.D (-952) (-) m/z 57.05 100.00%
57.0
5000 11 69.1
83.1
101.1 7.40 7.60 7.80 8.00
) ) i 112.1 125.1 143.1
SNBSS M NS IS PSS TR 3 1 St s S m/z 69.10 45.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4477: 1-Butanol, 3,3-dimethyl-
57.0 69.0
41.0
5000
7.40 7.60 7.80 8.00
2.0 m/z 41.10 37.77%
..ﬁﬁﬂ.Jmh.wm.thn”u¢””,fl?.“P”.P”q.”w”.q””,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13759: 1-Pentanol, 2-ethyl-4-methyl-
57.0
7.40 7.60 7.80 8.00
5000 m/z 56.05 34.69%
43.0
29.0 69.0 830
18.0 M‘\ Ll ‘\ I ‘\ 98'0 112'0
R S IE R b o e L R R S R L SRR RN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #42706: Butane, 2,3-dimethyl-2,3-dinitro-
57.0 7.40 7.60 7.80 8.00
m/z 55.05 22 .45%
5000 41.0 69.0
30.0 84.0  100.0
..,%.Si(.),...‘a‘l....‘il‘...,.‘.‘ll‘,...‘.i....,.‘.‘..,....l....,....,....,....,....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022519\
Data File : BF112702.D

Aca On : 25 Feb 2019 19:40

Operator : JU/SJ

Sample : K1549-04 50X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 unknown7.83 Concentration Rank 15

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

7.83 5.39 ng 435512 Naphthalene-d8 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptanol. 6-methvl- 130 C8H180 001653-40-3 47
2 Cvclohexanone. 4-methvl- 112 C7H120 000589-92-4 47
3 1-Octene. 6-methvl- 126 C9H18 013151-10-5 47
4 1-Dodecene 168 C12H24 000112-41-4 43
5 4-Octene, (E)- 112 C8H16 014850-23-8 43

Abundance Scan 976 (7.828 min): BF112702.D (-971) (-) m/z 55.10 100.00%
58.1
41.1 69.1
5000
84.1 97.0
112.1 7.40 7.60 7.80 8.00 8.20
125.0
..,....,....,....|i.|:'..,.'.-..,...':“....,~.-||'..,...|!,....,'!...,..'..,.... m/z 69.10 54.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13696: 1-Heptanol, 6-methyl-
430 540 690
5000 84.0
29.0 7.40 7.60 7.80 8.00 8.20
970 m/z 41.10 53.12%
18.0 .||| iin 1 || L |. 112.0 129.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6534: Cyclohexanone, 4-methyl-
55.0
7.40 7.60 7.80 8.00 8.20
0
5000 410 1120 m/z 43.05 47 .41%
70.0 83.0
21.0 ‘ ‘ ‘ 94.0
“l“'w'”mw'“hh'w““kw'ﬂh”'M'“'wlhl“'w”“'w'“l“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11523: 1-Octene, 6-methyl-
55.0 7.40 7.60 7.80 8.00 8.20
m/z 57.10 42 .90%
ane 70.0
29.0 :
5000 97.0
83.0
| ‘\‘ n ‘ “ ol 111.0 126.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022519\
Data File : BF112702.D

Aca On : 25 Feb 2019 19:40

Operator : JU/SJ

Sample : K1549-04 50X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 1,2-Cyclohexanedione Concentration Rank 17

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

7.90 2.69 ng 217395 Naphthalene-d8 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Cvclohexanedione 112 C6H802 000765-87-7 62
2 1-Fluorononane 146 C9H19F 000463-18-3 50
3 4-Octene. (2)- 112 C8H16 007642-15-1 43
4 2-Octene. (2)- 112 C8H16 007642-04-8 43
5 4-Pentenal, 2-ethyl- 112 C7H120 005204-80-8 43

Abundance Scan 988 (7.898 min): BF112702.D (-984) (-) m/z 43.10 100.00%
431
55.1
5000 69.0 g31
97.0 112.1
7.60 7.80 8.00 8.20
—| VY 2 e M/Z 55.10  75.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #6376: 1,2-Cyclohexanedione
58.0 112.0
43.0
27.0 70.0
5000 830
7.60 7.80 8.00 8.20
‘ m/z 41.10 72.31%
20
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22247: 1-Fluorononane
43.0
55.0 7.60 7.80 8.00 8.20
5000 m/z 57.05 58.25%
70.0
29.0 84.0 970
15.0 \w L MH ‘ ‘M ‘ M 1110 1260  146.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #6635: 4-Octene, (2)-
41.0 58.0 7.60 7.80 8.00 8.20
m/z 69.05 49.51%
5000 70.0 1120
27.0 83.0
"EEQVHHVHJN“'ﬁmhv'mﬁ'”vh“|€1?““|““|”“|“'w“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022519\
Data File : BF112702.D

Aca On : 25 Feb 2019 19:40

Operator : JU/SJ

Sample : K1549-04 50X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 1-Dodecanol, 3,7,11-trimethyl- Concentration Rank 16

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

7.93 5.04 ng 407840 Naphthalene-d8 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol. 3.7.11-trimethvl- 228 C15H320 006750-34-1 80
2 1l-Hexene. 3.3-dimethvl- 112 C8H16 003404-77-1 68
3 3-Heptene. 4-methvl- 112 C8H16 004485-16-9 58
4 3-Hexene., 2.2-dimethvl-. (E)- 112 C8H16 000690-93-7 49
5 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-31-8 46

Abundance Scan 993 (7.928 min): BF112702.D (-990) (-) m/z 55.10 100.00%
58.1
69.1
41.1
5000 83.1
97.1
| 11”2'1 1251 7.60 7.80 8.00 8.20
e el e m/z 69.10 80.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #84610: 1-Dodecanol, 3,7,11-trimethyl-
43.0 53.0 69.0
83.0
5000 97.0 7.60 7.80 8.00 8.20
290 1110 125.0 m/z 57.10 68.17%
"P'“I”'W'”'P“'Ph“I”MI”'Whh'Pﬂ!P'”JL'W”“W'}?gq”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #6735: 1-Hexene, 3,3-dimethyl-
69.0
41.0 55.0 7.60 7.80 8.00 8.20
5000 m/z 41.10 67.30%
83.0
27.0 97.0 112.0
"&ﬁqP“M'”MH“W“JW”JH”'WM”I”LI””IL“P'”P'“P'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #6683: 3-Heptene, 4-methyl-
55.0 9.0 7.60 7.80 8.00 8.20
m/z 43.10 43.64%
41.0
5000
112.0
27.0 83.0
'WH'W“L“““M““VM'PHM'“WL“lﬁn?'“V“'v“w'HWH“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022519\
Data File : BF112702.D

Aca On : 25 Feb 2019 19:40

Operator : JU/SJ

Sample : K1549-04 50X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Cyclopentane, 1l-ethyl-3-met... Concentration Rank 5

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

7.99 24 .56 ng 1985590 Naphthalene-d8 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane., 1-ethvl-3-methvl- 112 C8H16 003726-47-4 50
2 1-Undecene. 7-methvl- 168 C12H24 074630-42-5 47
3 1-Pentene. 3-methvl- 84 C6H12 000760-20-3 43
4 Cvclopentane. l-ethvl-3-methvl-.... 112 C8H16 002613-66-3 43
5 Cyclopropane, 1l-ethyl-1-methyl- 84 C6H12 053778-43-1 43

Abundance Scan 1004 (7.992 min): BF112702.D (-998) (-) m/z 69.10 100.00%
69.1
411 951
5000
7.60 7.80 8.00 8.20 8.40
m/z 55.10 82.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #6794: Cyclopentane, 1-ethyl-3-methyl-
58.0 83.0
5000 410
0.0 7.60 7.80 8.00 8.20 8.40
270 ' m/z 83.10 80.16%
| 97.0 112.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #36773: 1-Undecene, 7-methyl-
43.0
69.0
56.0 7.60 7.80 8.00 8.20 8.40
5000 o m/z 41.10 77 .48%
29.0 84.0 111.0
Lol %80 | 12604400 1680
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #1477: 1-Pentene, 3-methyl-
58.0 69.0 7.60 7.80 8.00 8.20 8.40
41.0 m/z 43.10 60.31%
5000
27.0 84.0
RN N AR KR SN S RERRA NEARA SLAAS LARAS KARAS UAAAS SARAL AR LARAS LAAA BAM
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 7.60 7.80 8.00 8.20 8.40

8270-BF012519.M Tue Feb 26 01:25:14 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022519\
Data File : BF112702.D

Aca On : 25 Feb 2019 19:40

Operator : JU/SJ

Sample : K1549-04 50X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 1-Hexene, 3,3-dimethyl- Concentration Rank 4

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

8.03 33.02 ng 2670090 Naphthalene-d8 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexene. 3.3-dimethvl- 112 C8H16 003404-77-1 76
2 3-Heptene. 2-methvl- 112 C8H16 017618-76-7 53
3 3-Methvl-2-hexene 98 C7H14 017618-77-8 49
4 2-Methvl-2-heptene 112 C8H16 000627-97-4 49
5 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 43

Abundance Scan 1010 (8.028 min): BF112702.D (-1007) (-) m/z 57.10 100.00%
511 691
41.1
5000
| 831 971 11|2-1 1251 7.60 7.80 8.00 8.20 8.40
e b bbb e e || m/z 69.10  82.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #6735: 1-Hexene, 3,3-dimethyl-
69.0
41.0 55.0
5000
7.60 7.80 8.00 8.20 8.40
83.0 m/z 41.10 61.31%
150 270 . . 97.0 112.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #6679: 3-Heptene, 2-methyl-
55.0 69.0
41.0
7.60 7.80 8.00 8.20 8.40
m/ 56.10 45_.61%
5000 270 z (
112.0
‘ ‘\‘ \ I 83\'0 97\'0
| 1 :
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3314: 3-Methyl-2-hexene
41.0 69.0 7.60 7.80 8.00 8.20 8.40
' m/z 55.10 34.81%
55.0
5000
27.0
. | o o
il Ll AN |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.60 7.80 8.00 8.20 8.40

8270-BF012519.M Tue Feb 26 01:25:15 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022519\
Data File : BF112702.D

Aca On : 25 Feb 2019 19:40

Operator : JU/SJ

Sample : K1549-04 50X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 2-Decene, 7-methyl-, (2)- Concentration Rank 14

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

8.16 6.54 ng 528449 Naphthalene-d8 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Decene. 7-methvl-. (2)- 154 C11H22 074630-23-2 53
2 2-Methvithiolane. S.S-dioxide 134 C5H1002S 001003-46-9 43
3 1-Pentene. 3.3-dimethvl- 98 C7H14 003404-73-7 43
4 Cvclohexane. l-ethvl-1.4-dimethyv... 140 C10H20 062238-32-8 43
5 Formic acid, 2-ethylbutyl ester 130 C7H1402 1000367-92-2 42

Abundance Scan 1033 (8.163 min): BF112702.D (-1027) (-) m/z 69.10 100.00%
69.1
43.1 =1
5000 '
1 87'1| A1 1p01 s 7.80 800 820 840
SRS | S S| O [ O PN O A S m/z 55.10 60.26%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27057: 2-Decene, 7-methyl-, (2)-
43.0 580
69.0
5000
84.0 7.80 8.00 8.20 8.40
29.0 970 1110 m/z 43.10 51.75%
124.0135.0  154.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14998: 2-Methylthiolane, S,S-dioxide
69.0
7.80 8.00 8.20 8.40
5000 550 m/z 41.10 49.36%
i |l 840 106.0117.0 134.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #3368: 1-Pentene, 3,3-dimethyl-
69.0 7.80 8.00 8.20 8.40
m/z 70.10 39.67%
41.0
5000 550
83.0
i
1 I 1 nin
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.80 8.00 8.20 8.40

8270-BF012519.M Tue Feb 26 01:25:15 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022519\
Data File : BF112702.D

Aca On : 25 Feb 2019 19:40

Operator : JU/SJ

Sample : K1549-04 50X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Cyclooctane Concentration Rank 11

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

8.19 13.70 ng 1107440 Naphthalene-d8 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclooctane 112 C8H16 000292-64-8 64
2 3-Octene. (E)- 112 C8H16 014919-01-8 60
3 1-Heptanol. 3-methvl- 130 C8H180 001070-32-2 59
4 1-Heptene. 6-methvl- 112 C8H16 005026-76-6 52
5 Heptane, 4-methylene- 112 C8H16 015918-08-8 49

Abundance Scan 1038 (8.192 min): BF112702.D (-1033) (-) m/z 56.10 100.00%
431 541
701 g4 112.1
5000
|| H ‘ ||| 98.1 7.80 8.00 8.20 8.40 8.60
SRR [ ITH NSO ISPUSOSN || ! R [ m/z 43.10 97.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6632: Cyclooctane
410 580
70.0 \~—‘
5000 83.0 L L L L L B BB L IR
120 7.80 8.00 820 840 8.60
29.0 m/z 41.10 71.42%
| | 97.0
“l'“'l“"w"ﬁ"“l”!Ll“'hﬁ"w!'“l'“'l“"w“'w'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6640: 3-Octene, (E)-
410 55
69.0 7.80 8.00 8.20 8.40 8.60
5000 | 112.0 m/z 70.10 61.90%
27.0 83.0
'w"“l'“kh“'Jw"w'uﬁl'“H‘“"wl'w'?nq'“'l“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13686: 1-Heptanol, 3-methyl-
43.0 58.0 70.0 84.0 7.80 8.00 8.20 8.40 8.60
m/z 112.10 60.47%
5000
29.0
18.0 w‘ 11, | ) | 97.0 1120
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 7.80 8.00 8.20 8.40 8.60

8270-BF012519.M Tue Feb 26 01:25:16 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022519\
Data File : BF112702.D

Aca On : 25 Feb 2019 19:40

Operator : JU/SJ

Sample : K1549-04 50X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 6-Dodecanol Concentration Rank 12

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

8.26 11.89 ng 961261 Naphthalene-d8 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Dodecanol 186 C12H260 006836-38-0 50
2 1-Octene. 6-methyl- 126 C9H18 013151-10-5 50
3 Propanedinitrile. cvclohexvl(2-m... 244 C16H24N2 074764-55-9 47
4 Cvclohexane. 1.4-dimethvl-. trans- 112 C8H16 002207-04-7 43
5 1,15-Pentadecanediol 244 C15H3202 014722-40-8 38

Abundance Scan 1050 (8.263 min): BF112702.D (-1044) (-) m/z 55.10 100.00%
54.1
5000 971

8.00 8.20 8.40 8.60

115.1

.,....'i':..-",. 0 m/z 97.10 50.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #50316: 6-Dodecanol

55.0

5000
8.00 8.20 8.40 8.60

m/z 41.10 42 _.37%

125.0 149.0168.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #11523: 1-Octene, 6-methyl-
53.0
8.00 8.20 8.40 8.60
5000/ 290 m/z 43.10 39.43%
97.0
m/z--> 20 40 60 100 120 140 160 180 200 220 240
Abundance #97525: Propanedmltrlle, cyclohexyl(2-methylcyclohexyl)-
53.0 8.00 8.20 8.40 8.60
m/z 83.10 26.96%
97.0
5000
29.0
ok 790 | 119.0 143.0162.0 188.0 216.0 244.0
L o L i e o e  AB RS Ram s S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 8.00 8.20 8.40 8.60

8270-BF012519.M Tue Feb 26 01:25:16 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022519\
Data File : BF112702.D

Aca On : 25 Feb 2019 19:40

Operator : JU/SJ

Sample : K1549-04 50X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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-Decanol Concentration Rank 8

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

8.52 16.73 ng 1352620 Naphthalene-d8 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol 158 C10H220 000112-30-1 91
2 Cvclodecane 140 C10H20 000293-96-9 91
3 1-Decene 140 C10H20 000872-05-9 81
4 Cvclooctane 112 C8H16 000292-64-8 76
5 Octane, 2-chloro- 148 C8H17ClI 000628-61-5 72

Abundance Scan 1094 (8.522 min): BF112702.D (-1091) (-) m/z 55.10 100.00%
411 58.1
70.1
83.1
5000

112.1 820 840 8.60 8.80

| R 1261 140.1 m/z 41.10 96.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #29593: 1-Decanol
55.0 70.0
41.0 83.0

5000
8.20 8.40 8.60 8.80

m/z 70.10  80.46%

125.0 140.0 157.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #17940: Cyclodecane
55.0
70.0
41.0 83.0 8.20 8.40 8.60 8.80
5000 m/z 43.10 79.97%
97.0
29.0 ‘ 111.0 140.0
dso M s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #17935: 1-Decene
41.0 8.20 8.40 8.60 8.80
55.0 m/z 56.05 78.12%
70.0
5000 29.0
%0 or0 111.0
SELIN N W =T 2 ©.C N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.20 8.40 8.60 8.80

8270-BF012519.M Tue Feb 26 01:25:17 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022519\
Data File : BF112702.D

Aca On : 25 Feb 2019 19:40

Operator : JU/SJ

Sample : K1549-04 50X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Cyclododecane Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
10.66 390.34 ng 7473460  Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 cvclododecane 168 Cl2H24 000294-62-2 96

2 1-Hexadecanol 242 C16H340 036653-82-4 94
3 n-Tridecan-1-ol 200 C13H280 000112-70-9 91
4 n-Pentadecanol 228 C15H320 000629-76-5 91
5 1-Tetradecanol 214 C14H300 000112-72-1 91
Abundance Scan 1458 (10.663 min): BF112702.D (-1452) (-) m/z 55.05 100.00%

83.1

5000

10.40 10.60 IZI.0.80 11.00
m/z 69.10 85.82%

140.2 168.2 196 2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #36738: Cyclododecane
55.0

10.40 10.60 10.80 11.00
m/z 41.05 84.69%

5000

140.0 168.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95985: 1-Hexadecanol
43.0
69.0 IIIIIIIIIIIIIIIIIIIIIII
970 10.40 10.60 10.80 11.00
5000 £ m/z 43.05 83.56%
125.0
1] 1"‘} | h | 1540 196.0224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #61342: n-Tridecan-1-ol SRR
43.0| 69.0 10.40 10.60 10.80 11.00
m/z 83.10 80.37%
5000 97.0
125.0 154.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10. 40 10 60 10. 80 11.00

8270-BF012519.M Tue Feb 26 01:25:17 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022519\
Data File : BF112702.D

Aca On : 25 Feb 2019 19:40

Operator : JU/SJ

Sample : K1549-04 50X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 1-Hexadecanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.54 83.43 ng 1597300 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 95
2 Cvclotetradecane 196 C14H28 000295-17-0 95
3 n-Pentadecanol 228 C15H320 000629-76-5 94
4 Trifluoroacetic acid.n-tridecvl ... 296 C15H27F302 053800-02-5 94
5 1-Tetradecanol 214 C14H300 000112-72-1 94

Abundance Scan 1607 (11.539 min): BF112702.D (-1605) (-) m/z 55.10 100.00%

5000

—_—

11.20 11.40 11.60 11.80
m/z 43.05 91.82%

139.1 168.1

196.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #95985: 1-Hexadecanol
43.0
69.0
5000 LA LI L L L L L LB
11.20 11.40 11.60 11.80
m/z 41.10 86.24%
22.0/ | | " 154.0 196.0 2240
R SRR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #58277: Cyclotetradecane
55.0
P T T
83.0 11.20 11.40 11.60 11.80
5000 m/z 69.05 80.11%
29.0 :
N
R A REEEaw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #84599: n-Pentadecanol T
55.0 83.0 11.20 11.40 11.60 11.80
m/z 83.10 78.47%
5000
29.0
‘H ‘ 140.0 182.0 2100
.”,”.w.” T

m/z--> 60 80 100 120 140 160 180 200 220 240 11.20 11.40 11. 60 11.80

8270-BF012519.M Tue Feb 26 01:25:18 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022519\
Data File : BF112702.D

Aca On : 25 Feb 2019 19:40

Operator : JU/SJ

Sample : K1549-04 50X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519.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 17 Morpholine, 4-octadecyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.81 9.05 ng 224779 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Morpholine. 4-octadecvl- 339 C22H45N0 016528-77-1 64
2 Undecanoic acid isopropvl ester.... 329 C18H35N04 1000303-32-4 64
3 Hexahvdro-5.lambda. (6)-thienol3.... 288 C12H20N204S 1000303-88-9 50
4 Undecanoic acid propvl ester. 10... 329 C18H35N04 1000303-32-0 50
5 1-Morpholinopropan-2-ol trifluor... 241 C9H14F3NO3 1000373-15-2 50
Abundance Scan 1993 (13.809 min): BF112702.D (-1988) (-) m/z 100.10 100.00%
100.1
5000

13.40 13.60 13.80 14.00 14.20

41.1 70.0
b e o2 1841 2383 2821 333 "m/z 101.10  5.95%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #176154: Morpholine, 4-octadecyl-
100.0
5000
13.40 13.60 13.80 14.00 14.20
m/z 41.10 5.20%
43.0 69.0 126.0 156.0184.0210.0 238.0 26602940 _ 338.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #168452: Undecanoic acid isopropy! ester, 10-hydroxy-11-mo...

100.0
S
13.40 13.60 13.80 14.00 14.20
5000 m/z 55.10 5.11%
430 700 | 1300 1690196.0 228.0 270-0 298.0 329.0
e il cd S S
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #133999: Hexahydro-5.lambda. (6)-thieno[3,4-b]pyrrol-2-one,... A B o
100.0 13.40 13.60 13.80 14.00 14.20
m/z 56.10 4._.40%
5000
560  138.0166.0 2020 2450  288.0
i S
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 1340 13.60 13.80 14.00 14.20

8270-BF012519.M Tue Feb 26 01:25:18 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022519\
Data File : BF112702.D

Aca On : 25 Feb 2019 19:40

Operator : JU/SJ

Sample : K1549-04 50X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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-Cyclobutene-1,2-dione, 3,... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .94 17.03 ng 302932 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Cvclobutene-1.2-dione. 3.4-dih... 114 C4H204 002892-51-5 59
2 1-Propanamine. N.N-dipropvl- 143 C9H2IN 000102-69-2 49
3 dI-2-Aminocaprvlic acid 159 C8H17NO2 000644-90-6 47
4 Silacvclooctan-5-one. 1.1-dimethvl- 170 C9H180Si 010325-31-2 47
5 2H-Imidazole-2-thione, 1,3-dihyd... 114 C4H6N2S 000060-56-0 47
Abundance Scan 2185 (14.939 min): BF112702.D (-2181) (-) m/z 114.05 100.00%
114.1
5000
55.1 8.0 292.3 LA BN BN S
: 154.2 . 351.4 14.60 14.80 15.00 15.20
ol b a2 194222222501 | 328271 0T g6 05 23,650
m/z--> 50 100 150 200 250 300 350
Abundance #7066: 3-Cyclobutene-1,2-dione, 3,4-dihydroxy-
29.0 559
114.0
5000
86.0 14.60 14.80 15.00 15.20
m/z 55.10 14 .74%
—_ e AL
m/z--> 50 100 150 200 250 300 350
Abundance #20383: 1-Propanamine, N,N-dipropy!-
114.0
14.60 14.80 15.00 15.20
5000 m/z 41.05 14.37%
30.0 120
L, | e
.‘.‘.‘.‘l“.}.“.|.‘...J|....|....|.... T
m/z--> 50 100 150 200 250 300 350
Abundance #30641: dI-2-Aminocaprylic acid R e EEAER R
114.0 14.60 14.80 15.00 15.20
m/z 292.30 12.67%
5000f 554
74.0
I S
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20

8270-BF012519.M Tue Feb 26 01:25:19 2019 Page: 18



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF022519\
Data File : BF112702.D

Acq On = 25 Feb 2019 19:40

Operator : JU/SJ

Sample = K1549-04 50X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012519_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-Propanol, 1-(2-... 6.62 16.4 ng 286778 1 6.82 348742 20.0
2-Propanol, 1-(2-... 6.74 22.8 ng 397202 1 6.82 348742 20.0
unknown7 .73 7.73 2.3 ng 189539 2 8.10 1617130 20.0
unknown7 .83 7.83 5.4 ng 435512 2 8.10 1617130 20.0
1,2-Cyclohexanedione 7.90 2.7 ng 217395 2 8.10 1617130 20.0
1-Dodecanol, 3,7,... 7.93 5.0 ng 407840 2 8.10 1617130 20.0
Cyclopentane, l-e... 7.99 24 .6 ng 1985590 2 8.10 1617130 20.0
1-Hexene, 3,3-dim... 8.03 33.0 ng 2670090 2 8.10 1617130 20.0
2-Decene, 7-methy... 8.16 6.5 ng 528449 2 8.10 1617130 20.0
Cyclooctane 8.19 13.7 ng 1107440 2 8.10 1617130 20.0
6-Dodecanol 8.26 11.9 ng 961261 2 8.10 1617130 20.0
1-Decanol 8.52 16.7 ng 1352620 2 8.10 1617130 20.0
Cyclododecane 10.66 390.3 ng 7473460 4 11.34 382916 20.0
1-Hexadecanol 11.54 83.4 ng 1597300 4 11.34 382916 20.0
Morpholine, 4-oct... 13.81 9.1 ng 224779 5 13.99 496494 20.0
3-Cyclobutene-1,2... 14.94 17.0 ng 302932 6 15.46 355751 20.0
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