LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF081717\

Data File : BF097792.D

Aca On : 17 Aug 2017 18:06 Instrument :
Operator : SJ/JU BNA_F

Sample 1 14798-04 2X ClientSampleld :
Misc - DRUM-1-6-COMP
ALS Vial : 8 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:\HPCHEM1I\BNA F\METHODS\8270-BF081517.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 2.204 17 20 32 rvv 1007014 1294635 37.31% 6.564%
2 2.310 32 38 54 rVB 2416646 3370873 97.15% 17.091%
3 2.804 116 122 128 rVB2 74505 123577 3.56% 0.627%
4 4.310 374 378 384 rBV2 23239 38193 1.10% 0.194%
5 6.769 793 796 800 rBV 981945 854371 24.62% 4.332%
6 8.057 1010 1015 1018 rBV 1269850 1053976 30.38% 5.344%
7 9.527 1261 1265 1269 rBV 168057 134869 3.89% 0.684%
8 9.810 1307 1313 1317 rBY 1317374 1072092 30.90% 5.436%
9 10.245 1384 1387 1390 rVB 54086 47416 1.37% 0.240%
10 10.721 1465 1468 1474 rBV 77953 96154 2.77% 0.488%
11 11.168 1541 1544 1546 rBV 66052 49950 1.44% 0.253%
12 11.292 1561 1565 1568 rBVY 1206779 983026 28.33% 4.984%
13 11.598 1614 1617 1619 rBvV 41283 36516 1.05% 0.185%
14 11.698 1630 1634 1637 rBVY 1607566 1401572 40.39% 7.106%
15 12.004 1683 1686 1692 rVB4 38849 47445 1.37% 0.241%

16 12.386 1746 1751 1752 rBV 3684224 3469799 100.00% 17.592%
17 12.404 1752 1754 1761 rVvVv2 3187046 2989069 86.15% 15.155%
18 12.486 1765 1768 1773 rVB2 831467 717706 20.68% 3.639%

19 12.727 1806 1809 1813 rVB 75657 64187 1.85% 0.325%
20 13.121 1873 1876 1880 rBV3 44790 71880 2.07% 0.364%
21 13.209 1888 1891 1893 rBV 71254 69117 1.99% 0.350%
22 13.321 1907 1910 1914 rVB6 36180 41112 1.18% 0.208%
23 13.415 1924 1926 1931 rVB5 41745 41336 1.19% 0.210%
24 13.462 1931 1934 1938 rBV 39115 45047 1.30% 0.228%
25 13.786 1985 1989 1994 rBV4 66054 93587 2.70% 0.475%
26 13.880 2002 2005 2008 rBV 72988 63343 1.83% 0.321%

27 13.921 2008 2012 2016 rBV 846073 827488 23.85% 4._.195%
28 15.356 2252 2256 2259 rVB 538480 624911 18.01% 3.168%

Sum of corrected areas: 19723247
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF081717\

BF097792.D

17 Aug 2017 18:06

SJ/Ju

14798-04 2X

8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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:\HPCHEM1\BNA F\DATA\BF081717\
Data File : BF097792.D

Aca On : 17 Aug 2017 18:06

Operator : SJ/JU

Sample : 14798-04 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 n-Hexane Concentration Rank 4

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

2.20 30.31 ng 1294640 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 91
2 Butanal. 2-methvl- 86 C5H100 000096-17-3 35
3 Propanal. 2.2-dimethvl- 86 C5H100 000630-19-3 35
4 Pentane. 2.2.3.4-tetramethvl- 128 C9H20 001186-53-4 28
5 Decane, 2,2-dimethyl- 170 C12H26 017302-37-3 28

Abundance Scan 19 (2.198 min): BF097792.D (-17) (-) m/z 57.10 100.00%
57.1
41.1
5000
e AR L
86.0 2.20 2.30 2.40 2.50 2.60
‘ 50.0 ||, 65.0710
0“m“W“W“W“W“W“W“W“WJP”W“W“LLW“W“W“W“W“m“W"W m/z 41.10 74.45%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1822: n-Hexane
57.0
43.0
29.0
5000
2.20 2.30 2.40 2.50 2.60
86.0 m/z 43.10 67 .59%
15.0 .
2.0 ‘ | ‘ 51.0 [l 71\'0
M At LAl A AL ARSI B A LRSI ARSI S S MRt A A A B AR S
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
290 410 57.0
2.20 2.30 2.40 2.50 2.60
5000 m/z 56.05 42 .60%
86.0
0 15.0 51.0 71.0
SRRy L) L) AR LA ALY LAY BELA RALLY LA k) RALLH ALRARAL) KALLE LALR) EARL) SALLN LAAR) MRS R
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1779: Propanal, 2,2-dimethyl-
41.0 57.0 2.20 2.30 2.40 2.50 2.60
m/z 42.10 32.12%
5000 29.0
86.0
o 150 | 1 5.0, 71.0 ‘
m/z--> c') 5'3 1'0 1'5 2'0 2'5 3'0 3'5 4'0 4'5 5'0 55 6|0 6|5 7'0 7'5 8|0 8|5 9'0 9'5 2.20 2.30 2.40 2.50 2.60

8270-BF081517.M Fri Aug 18 17:48:27 2017 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081717\
Data File : BF097792.D

Aca On : 17 Aug 2017 18:06

Operator : SJ/JU

Sample : 14798-04 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Heptane Concentration Rank 1

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

2.31 78.91 ng 3370870 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane 100 C7H16 000142-82-5 90
2 Oxalic acid. isobutvl pentvl ester 216 C11H2004 1000309-37-0 64
3 Hexane. 3-methvl- 100 C7H16 000589-34-4 50
4 Butane. 2.2-dimethvl- 86 C6H14 000075-83-2 40
5 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 40

Abundance Scan 38 (2.310 min): BF097792.D (-32) (-) m/z 43.10 100.00%
431
i J\,/\
57.1
5000
I 2k oo oo
o+t m/z 71.10 64.37%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #3972: Heptane
43.0
5000 57.0 710 N AL L
29.0 220 240 260
m/z 41.10 58.38%
100.0
0 .“.%Qq....,.”.,....F?g.w....,....“...,..
m/z--> 0 20 40 60 80 100 120 140 160
Abundance
43.0 57.0
220 240 260
5000 71.0 m/z 57.10 52.73%
29.0 '
0 87.0 115.0 131.0 161.0
miz--> 0O 20 40 60 80 100 120 140 160
Abundance #3980: Hexane, 3-methyl-
43.0 220 240 260
m/z 56.05 29.36%
5000 29.0 57.0 71.0
1.0 15.0 H‘ ‘ ‘ 8§.O 109.0
mz-> 0 20 40 60 8 100 120 140 160 220 240  2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081717\
Data File : BF097792.D

Aca On : 17 Aug 2017 18:06

Operator : SJ/JU

Sample : 14798-04 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Cyclohexane, methyl- Concentration Rank 7

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

2.80 2.89 ng 123577 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. methvl- 98 C7H14 000108-87-2 83
2 1H-Pvrazole. 4.5-dihvdro-1.5-dim... 98 C5H10N2 005775-96-2 59
3 2-Pentene. 4.4-dimethvl-. (E)- 98 C7H14 000690-08-4 58
4 2-Pentene. 3.4-dimethvl-. (BE)- 98 C7H14 004914-92-5 58
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 58

Abundance Scan 121 (2.798 min): BF097792.D (-116) (-) m/z 83.00 100.00%
83.0
55.0
5000 41.0
98.1
69.0 R B U
| | ‘ || Il 240 2.60 2.80 3.00 3.20
ot e m/z 55.00 77.27%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #3343: Cyclohexane, methyl-
55.0 83.0
5000 S R SN LR R
41.0 %6.0 240 2.60 2.80 3.00 3.20
270 69.0 ' m/z 41.00 44 _.18%
O J}‘I" "‘I"" U U lw '?q ql ll "9}30" T
m/z--> 20 30 40 50 60 70 80 90 100
Abundance
83.0
42.0 SRR SR SRS
240 2.60 2.80 3.00 3.20
5000 56.0 m/z 56.05 35.76%
98.0
27.0
67.0
L L L L L SO LI SN SR B
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #3402: 2-Pentene, 4,4-dimethyl-, (E)-
3. 240 260 2.80 3.00 3.20
55.0 m/z 98.10 34 .35%
5000
41.0 98.0
27.0 69.0
0"I"JNI”"I""IMl“l"””P"'I'l"ﬁ"'l"' USRS SR RS
m/z--> 20 30 40 50 60 70 80 90 100 240 260 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081717\
Data File : BF097792.D

Aca On : 17 Aug 2017 18:06

Operator : SJ/JU

Sample : 14798-04 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.70 28.52 ng 1401570 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 96
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 95
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
4 Dodecanoic acid. methvl ester 214 C13H2602 000111-82-0 90
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 90
Abundance Scan 1634 (11.698 min): BF097792.D (-1630) (-) m/z 74.00 100.00%
74.0
5000
43.0
143.1 s 11 112 1900
97.0 185 5 227.2 11.40 11.60 11.80 12.00
0 ...,....',|...|.-|',..|~'.. My e 293 Th/z 86.95 72.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119405: Hexadecanoic acid, methyl ester
74.0
5000 43.0 11.40 11.60 11.80 12.00
m/z 43.05 26 .88%
0 15w0 \‘ ‘\ M\ \\‘ L 97“0 121.0 4?.0 1850 2270 27?0
m/z--> 20 Jo 60 80 100 120 110 160 180 200 220 210 260
Abundance
74.0
11.40 11.60 11.80 12.00
5000 43.0 m/z 55.05 20.62%

97.0 1150 30 1850 2270 2700

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107596: Pentadecanoic acid, methy! ester T PR
74.0 11.40 11.60 11.80 12.00
m/z 41.05 19.72%
5000
43.0
H 11000053030 1710 2130 2560
0..w.”.“.”,”.w.”nn.” 2 L S A RARRL ARAA AERAL RAAE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081717\
Data File : BF097792.D

Aca On : 17 Aug 2017 18:06

Operator : SJ/JU

Sample : 14798-04 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.39 70.59 ng 3469800 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 Methyl 10-trans.l2-cis-octadecad... 294 C19H3402 1000336-44-2 98
3 Methvl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 98
4 11.14-Octadecadienoic acid. meth... 294 C19H3402 056554-61-1 98
5 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 96
Abundance Scan 1752 (12.392 min): BF097792.D (-1746) (-) m/z 67.00 100.00%
67.0
5000
1221 1501 0 a3 gens | | 1200 1220 1240 1260 120
0 - : - m/z 81.05 89.34Y%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41.0 67.0
5000 RSUUARSR BR BURR
nmnmnmnmnm
m/z 95.10 63.07%
oL 123.0 149.0 41750 2620 2940
m/z--> 45 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67.0
95.0 12:00 12.20 12.40 12.60 12.80
5000 m/z 55.05 62.71%
294.0
1230 1500 1780 5500 2630
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139701: Methyl 9-cis, 11-trans-octadecadienoate R EEERmEREEEEESE R
.0 nmnmnmnmnm
m/z 41.05 48 .93%
5000
294.0
1230 1500 1260 5000 2620
0 R EEERAEEES
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 00 12. 20 12. 40 12 60 12. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081717\
Data File : BF097792.D

Aca On : 17 Aug 2017 18:06

Operator : SJ/JU

Sample : 14798-04 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 9-Octadecenoic acid (Z)-, m... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.40 60.81 ng 2989070 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 91
2 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 83
3 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 52
4 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 46
5 6-Octadecenoic acid 282 C18H3402 1000336-66-8 46
Abundance Scan 1753 (12.398 min): BF097792.D (-1752) (-) m/z 74.00 100.00%
74.0
43.1

97.1

5000
521 180.2 222.2 265.3 296.3 12.00 12.20 12.40 12.60 12.80
0 i m/z 69.10 84.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester
5000 frrrrrrrrrrrrqrrrryprs
12.00 12.20 12.40 12.60 12.80
m/z 55.10 79.42%
. 180.0 222.0 264.0 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0 | g3.0
R N EREEE R
264.0 12.00 12.20 12.40 12.60 12.80
5000 111.0 ' m/z 87.00 70.39%
222.0
. 137.0 180.0
29.0 296.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141288: 16-Octadecenoic acid, methyl ester R N
12.00 12.20 12.40 12.60 12.80

m/z 84.10 69.70%

5000
264.0

1380  180.0 2220 296.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081717\
Data File : BF097792.D

Aca On : 17 Aug 2017 18:06

Operator : SJ/JU

Sample : 14798-04 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Methyl stearate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.49 14.60 ng 717706 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 97
2 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 94
3 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 91
4 Pentadecanoic acid. 14-methvl-., ... 270 C17H3402 005129-60-2 91
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 91
Abundance Scan 1769 (12.492 min): BF097792.D (-1765) (-) m/z 74.00 100.00%
74.0
5000
43.0
010 57 2021, . 2553 12.20 12.40 12,60 12.80
o...,....,l...|:|l,..l'.|,':-!..l,'....,..'..,....1.7.?.1....',A...?z.?.? b3 m/z 87.00  76.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143127: Methyl stearate
74.0
5000 43.0 LRI IS UL SULIULN B
1220 12.40 12,60 12.80
143.0 m/z 43.05 28.90%
o220, ‘ | Lo T 1710 1990 g7 2850 2900
miz> %0 45 6 8 100 130 140 140 180 200 230 250 250 80 %0
Abundance
74.0
%0 1240 12,60 1280
5000 m/z 55.00 21.26%
143.0 255.0
970 199.0 298.0
o 171.0 227.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131317: Hexadecanoic acid, 15-methyl-, methyl ester S RmEE e RERRE RS
74.0 12,20 12.40 12.60 12.80
m/z 41.10 19.70%
5000 43.0
o ‘ | L 70 15001430 1710 1990 2410 2850
m/z--> 20 45 60 85 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12,60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081717\
Data File : BF097792.D

Aca On : 17 Aug 2017 18:06

Operator : SJ/JU

Sample : 14798-04 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 1-Dodecanol, 2-octyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.79 2.26 ng 93587 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 87
2 Oxalic acid. isobutvl pentadecvl... 356 C21H4004 1000309-38-0 80
3 Oxalic acid. isobutvl tetradecvl... 342 C20H3804 1000309-37-9 80
4 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 72
5 Decane, 1,1"-oxybis- 298 C20H420 002456-28-2 68
Abundance Scan 1990 (13.792 min): BF097792.D (-1985) (-) m/z 57.05 100.00%
57.0
85.1
5000

|| 1481 18315050 251.1 282.1 13.40 13.60 13.80 14.00 14.20
o,n.wm:,i.ﬂ m/z 71.10 88.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #143260: 1-Dodecanol, 2-octyl-

57.0

13. 40 13. 60 13. 80 14. OO 14. 20
111.0 m/z 43.05 78.58%

1390 167.0 106.0 224.0 252.0 280.0

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0

R e EERE RS R a

13.40 13.60 13.80 14.00 14.20

5000 m/z 85.10 55.66%

29.0 83.0

. 110 1450 1820 2100 2550

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #178452: Oxalic acid, isobutyl tetradecy! ester A B R e
57.0 13.40 13.60 13.80 14.00 14.20
m/z 55.10 46.62%

5000
29.0

SR 7 Y N N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 40 13. 60 13. 80 14. OO 14. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081717\
Data File : BF097792.D

Acq On 17 Aug 2017 18:06

Operator : SJ/JU

Sample : 14798-04 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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]
n-Hexane 2.20 30.3 ng 1294640 1 6.77 854371 20.0
Heptane 2.31 78.9 ng 3370870 1 6.77 854371 20.0
Cyclohexane, methyl- 2.80 2.9 ng 123577 1 6.77 854371 20.0
Hexadecanoic acid... 11.70 28.5 ng 1401570 4 11.29 983026 20.0
9,12-Octadecadien... 12.39 70.6 ng 3469800 4 11.29 983026 20.0
9-Octadecenoic ac... 12.40 60.8 ng 2989070 4 11.29 983026 20.0
Methyl stearate 12.49 14.6 ng 717706 4 11.29 983026 20.0

5

1-Dodecanol, 2-oc... 13.79 2.3 ng 93587 13.92 827488 20.0
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