LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF022719\

Data File : BF112731.D

Aca On : 27 Feb 2019 20:54 Instrument :

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

3?22'6 : K1350-15 5X EO-01-022619-C

ALS Vial : 14 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-BF022719.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 5.334 548 552 556 rBV 876782 822217 20.32% 3.312%
2 6.357 721 726 732 rBV 983154 856092 21.16% 3.449%
3 6.504 747 751 754 rBVY 1002376 860306 21.26% 3.466%
4 6.592 764 766 772 rVB 112473 92700 2.29% 0.373%
5 6.740 787 791 794 rBVY 1355494 1057925 26.15% 4.262%
6 6.892 814 817 821 rBV 707587 637987 15.77% 2.570%
7 7.145 857 860 862 rBV 55784 47209 1.17% 0.190%
8 7.292 880 885 888 rBV 626953 494195 12.21% 1.991%
9 7.357 893 896 898 rvv 166807 139248 3.44% 0.561%
10 7.398 898 903 906 rvB4 30005 43986 1.09% 0.177%
11 7.757 961 964 967 rBV3 43408 54222 1.34% 0.218%
12 7.792 967 970 973 rVB3 44936 45986 1.14% 0.185%
13 8.022 1005 1009 1012 rBVY 1738594 1407530 34.79% 5.670%
14 8.328 1055 1061 1064 rBV5 36239 53311 1.32% 0.215%
15 8.463 1081 1084 1088 rBV3 52126 57425 1.42% 0.231%
16 8.528 1092 1095 1099 rBV3 54288 49500 1.22% 0.199%
17 8.628 1109 1112 1115 rBV 186814 144244 3.56% 0.581%
18 8.728 1126 1129 1132 rVB3 40560 44328 1.10% 0.179%
19 9.057 1183 1185 1188 rVB2 57056 47482 1.17% 0.191%

20 9.092 1188 1191 1195 rVB 983590 747898 18.48% 3.013%

21 9.192 1204 1208 1211 rBV 165843 140732 3.48% 0.567%
22 9.486 1256 1258 1261 rBV 43861 47867 1.18% 0.193%
23 9.716 1295 1297 1301 rBV 116069 100493 2.48% 0.405%
24 9.769 1302 1306 1310 rVvV 1500518 1218489 30.11% 4.908%
25 10.216 1379 1382 1385 rVB 110564 83649 2.07% 0.337%

26 10.439 1412 1420 1422 rBV 34908 47368 1.17% 0.191%
27 10.545 1435 1438 1442 rVB 546956 453562 11.21% 1.827%
28 10.686 1459 1462 1469 rVB 99821 110700 2.74% 0.446%
29 11.133 1535 1538 1541 rBV3 78061 62834 1.55% 0.253%
30 11.245 1553 1557 1560 rBV 1583667 1276181 31.54% 5.141%

31 11.557 1607 1610 1612 rBV 59943 54436 1.35% 0.219%
32 11.657 1623 1627 1630 rBV 1322622 1082810 26.76% 4.362%
33 11.780 1644 1648 1652 rBV2 77594 88052 2.18% 0.355%
34 11.963 1676 1679 1684 rVB2 56722 63489 1.57% 0.256%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF022719\

Data File : BF112731.D

Aca On : 27 Feb 2019 20:54 Instrument :

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

3?22'6 : K1350-15 5X EO-01-022619-C

ALS Vial : 14 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.339 1739 1743 1745 rBV 4242088 4046351 100.00% 16.300%

36 12.363 1745 1747 1753 rVB 3636022 3123921 77.20% 12.584%
37 12.445 1758 1761 1764 rBV2 824504 679677 16.80% 2.738%
38 12.486 1766 1768 1779 rVB5 51774 82113 2.03% 0.331%
39 12.563 1779 1781 1786 rBV6 40014 48417 1.20% 0.195%
40 12.674 1795 1800 1803 rBV 260009 263889 6.52% 1.063%

41 12.821 1822 1825 1829 rBVY 859255 782927 19.35% 3.154%
42 13.074 1865 1868 1872 rBV4 66364 109850 2.71% 0.443%

43 13.169 1881 1884 1887 rBV 67327 75350 1.86% 0.304%
44 13.416 1924 1926 1930 rVB 49232 43739 1.08% 0.176%
45 13.733 1977 1980 1981 rBV2 47801 44640 1.10% 0.180%
46 13.833 1995 1997 1999 rBV 64073 52603 1.30% 0.212%
47 13.868 1999 2003 2006 rVV 1595033 1563971 38.65% 6.300%
48 13.892 2006 2007 2010 rVB 117765 64078 1.58% 0.258%
49 14.057 2033 2035 2038 rBV2 52965 45867 1.13% 0.185%

50 14.657 2135 2137 2143 rVB3 97681 110117 2.72% 0.444%

51 14.727 2147 2149 2152 rBV 75360 61972 1.53% 0.250%
52 14.980 2189 2192 2197 rVB 131137 151288 3.74% 0.609%
53 15.274 2238 2242 2246 rBV 835183 939538 23.22% 3.785%

Sum of corrected areas: 24824761
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022719\
Data File : BF112731.D

Aca On : 27 Feb 2019 20:54

Operator : JU/SJ

Sample : K1350-15 5X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF112731.D
4000000

3000000
2000000

1000000 5.33

6.8
A 6.59
0 4

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7
Abundance TIC: BF112731.D

4000000

3000000

2000000 8.02

11.25

1000000
10.55

0.4A 10.69
0 (

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF112731.D

11.5411.781.96

10.224

4000000

3000000

2000000 13.87

1000000
14,663 14.98

o

T I T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022719\
Data File : BF112731.D

Aca On : 27 Feb 2019 20:54

Operator : JU/SJ

Sample : K1350-15 5X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.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 1 unknown6.50 Concentration Rank 4

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

6.50 16.26 ng 860306 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Amphetaminil 250 C17H18N2 017590-01-1 10

Abundance Scan 750 (6.498 min): BF112731.D (-747) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 T T T T
40.0 54 J 6.20 6.40 6.60 6.80
0 1O N | m/z 68.00 44.63%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 IR LR L S
6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.02%
'J'%I!J!'I'!'JI""IJ"'I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
620 6.40 6.60 6.80
5000 67.0 m/z 66.00 29.47%
41.0 97.0
‘ ‘ 117.0
...“i“. .‘L‘_*%l’.o,‘.“i‘.‘.?ﬁl"?.‘.‘; o "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.00 17.37%
74.0
5000 98.0 116.0
: IIIIIII‘I\I\I\IIwI‘MI ||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022719\
Data File : BF112731.D

Aca On : 27 Feb 2019 20:54

Operator : JU/SJ

Sample : K1350-15 5X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.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 3 Undecane Concentration Rank 8

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

7.36 2.63 ng 139248 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Tridecane 184 C13H28 000629-50-5 86
5 Decane, 2-methyl- 156 C11H24 006975-98-0 80

Abundance Scan 896 (7.357 min): BF112731.D (-893) (-) m/z 56.95 100.00%
57.0
5000
85.0
39/0 7.00 7.20 7.40 7.60
ek ..-“«,..'..,'....--,.1.1?.?....,..1??1.... | m/z  43.00  86.82%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #28425: Undecane
57.0
5000 Cﬁ#%ﬁ&h¥f¥?JLF#¥$¥ﬁqlm4¢
7.00 7.20 7.40 7.60
29.0 85.0 m/z 71.00 46 .39%
m/z--> 26 Jo éo 85 160 150 150 1éo 180 260 250
Abundance #83025: Hexadecane
57.0
7.00 7.20 7.40 7.60
5000 m/z 41.00 41.24%
85.0

29.0

| “‘ b d 130 1410 1600 1970 2260
R R B E R R

mz-> 20 40 60 80 100 120 140 160 180 200 220 AAV,AAAAMMJ«JLVAWJLk/\ﬂAAA
Abundance #59881: Tetradecane LA B e e
57.0 7.00 7.20 7.40 7.60
m/z 85.05 25.98%

5000
29.0
L) 1130 a0 1ee0 1980

m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.00 7.20 7.40 7.60

8270-BF022719.M Thu Feb 28 07:23:54 2019 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022719\
Data File : BF112731.D

Aca On : 27 Feb 2019 20:54

Operator : JU/SJ

Sample : K1350-15 5X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.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 4 Tridecane Concentration Rank 11

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

8.63 2.05 ng 144244 Naphthalene-d8 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Hexadecane 226 C16H34 000544-76-3 86
3 Tetradecane 198 C14H30 000629-59-4 86
4 Nonane. 5-butvl- 184 C13H28 017312-63-9 81
5 Dodecane 170 C12H26 000112-40-3 78

Abundance Scan 1112 (8.628 min): BF112731.D (-1109) (-) m/z 57.00 100.00%
57.0

8.20 8.40 8.60 8.80 9.00
m/z 43.00 79 .74%

38

112.0 1451 184.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane
57.0

AAMMMML,JLAMAJMNA‘

820 8.40 860 8.80 9.00
m/z 71.00 52.77%

5000

29.0

113.0 141.0

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

Abundance #83025: Hexadecane tAANMﬂvAAAﬁAL
57.0

8.20 8.40 8.60 8.80 9.00
5000 m/z 41.00 37.11%

85.0

29.0

| “ L ‘ 1130 1410 169.0 1970 226.0
LI -

miz--> 20 40 60 80 100 120 140 160 180 200 220 MJVMJ\AAANA/Jtﬂ«kwﬂvﬂ“ANkw
Abundance #59880: Tetradecane AR EEEEa S
57.0 8.20 8.40 8.60 8.80 9.00
m/z 85.00 31.24%

5000 85.0

29.0
“ | | 1130 140 1690 1980

m/z--> 60 80 100 120 140 160 180 200 220 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022719\
Data File : BF112731.D

Aca On : 27 Feb 2019 20:54

Operator : JU/SJ

Sample : K1350-15 5X

Misc :

ALS Vial : 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Hexadecane Concentration Rank 10

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

9.19 2.31 ng 140732 Acenaphthene-d10 9.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 Tridecane 184 C13H28 000629-50-5 86
3 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 86
4 Tetradecane 198 C14H30 000629-59-4 80
5 Nonadecane 268 C19H40 000629-92-5 80

Abundance Scan 1208 (9.192 min): BF112731.D (-1204) (-) m/z 57.00 100.00%

57.0

o wﬂuw

J 99.1 154.0 880 9.00 9.0 9.40 9.60

el m/z 43.00 69.23%

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

Abundance #83024: Hexadecane

57.0
5000 WMW
8.80 9.00 9.20 9.40 9.60
m/z 71.00 54.93%
|4, 1410 1830 226.0

T
m/z--> 50 100 150 200 250 300 350

Abundance #48835: Tridecane
57.0
A S T P T R T
8.80 9.00 9.20 9.40 9.60
5000 m/z 41.00 35.86%
27\0} | “9%0 1410 184.0
7
m/z--> 50 100 150 200 250 300 350
Abundance #205394: Silane, trichlorooctadecyl- R e R
57.0 8.80 9.00 9.20 9.40 9.60
m/z 85.00 33.82%
5000
99.0
zw‘MJAIPW1BM%OMMWM35%%O%W
e T T T T T T
m/z--> 50 100 150 200 250 300 350 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022719\
Data File : BF112731.D

Aca On : 27 Feb 2019 20:54

Operator : JU/SJ

Sample : K1350-15 5X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.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 6 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.66 16.97 ng 1082810 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 99
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 93
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
4 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 83
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 83
Abundance Scan 1628 (11.663 min): BF112731.D (-1623) (-) m/z 74.00 100.00%
74.0
5000
43.0
o] 170 1 2272 1140 1160 1180 1700
. 185.1 270.2 . . . .
e T 2219 ,I...1.‘,3?.'43.,....'4[97..0.,.|:..',-....,..-.., m/z 87.00 74.69%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 L UL BRI A S
43.0 11.40 11.60 11.80 12.00
143.0 m/z 43.00 30.89%
“M|I}%0 . | 1710 1990 2270 270.0
s o Ao 6 B 1% 1% 140 1% T e 2% 2 o
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
11.40 11.60 11.80 12.00
5000 43.0 m/z 55.00 23.19%
1 ‘L ‘M\ \\‘ \\97\9 117.0 14? ° 185 0 227 0 270.0
miz-> 20 40 60 éo 100 150 140 160 180 200 220 240 260
Abundance #107596: Pentadecanoic acid, methy! ester EEEEE e e e e e e
74.0 11.40 11.60 11.80 12.00
m/z 41.00 22 .10%
5000
43.0
143.0
| H I 1010150 aro A0 BBO
mz-> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 1140 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022719\
Data File : BF112731.D

Aca On : 27 Feb 2019 20:54

Operator : JU/SJ

Sample : K1350-15 5X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.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 7 9,12-Octadecadienoic acid, ... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
12.34 63.41 ng 4046350 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99

2 10.13-0Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
3 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
4 Methvl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99
5 9,15-0Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
Abundance Scan 1743 (12.339 min): BF112731.D (-1739) (-) m/z 67.00 100.00%
61.0
41.0
5000
1231 1501 12,00 12.20 12.40 12.60
1781 . 263.2 . : 2 . 2
S— 220.2 2942 "m/z 81.00 83.28%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41.0 61.0
5000 I|IIII|IIII|IIII|IIII
12.00 12.20 12.40 12.60
m/z 55.00 68.04%
i, 1L 1230 149.0 175 262.0 294.0
eyt
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139716: 10,13-Octadecadienoic acid, methyl ester
67.0
R Emammea U
12.00 12.20 12.40 12.60
5000 m/z 95.05 56.75%
294.0
150.0 1780 00,0 263.0
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139726: 9,12-Octadecadienoic acid (Z,2)-, methyl ester R EEa e RREREEE Y
67.0 12.00 12.20 12.40 12.60
m/z 41.00 54 _.88%
5000
123.0 294.0
150.0 1780  gopg 2630
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022719\
Data File : BF112731.D

Aca On : 27 Feb 2019 20:54

Operator : JU/SJ

Sample : K1350-15 5X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.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 8 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.36 48.96 ng 3123920 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
2 6-Octadecenoic acid. methvl ester 296 C19H3602 052355-31-4 99
3 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 99
4 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 99
5 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 99

Abundance Scan 1747 (12.363 min): BF112731.D (-1745) (-) m/z 55.00 100.00%

111.1 MJ\

1371 1802 2222 2642 296.2 12.00 12,20 12.40 12.60

m/z 41.00 69.01%

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

5000

12.00 12.20 12.40 12.60
m/z 69.00 62.54%

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 #141277: 6-Octadecenoic acid, methyl ester
41.0 74.0

12.00 12.20 12.40 12.60
m/z 74.00 55.14%

5000

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 e
55.0 12.00 12.20 12.40 12.60

m/z 83.05 47 .89%

5000

29.0 264.0

111.0

138.0 180.0 222.0

296.0
L L e R N
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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022719\
Data File : BF112731.D

Aca On : 27 Feb 2019 20:54

Operator : JU/SJ

Sample : K1350-15 5X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.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 10 Heptacosane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14 .66 2.34 ng 110117 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 95
2 Tetracosane 338 C24H50 000646-31-1 91
3 Eicosane 282 C20H42 000112-95-8 90
4 Heptadecane 240 C17H36 000629-78-7 86
5 Pentacosane 352 C25H52 000629-99-2 86
Abundance Scan 2138 (14.663 min): BF112731.D (-2135) (-) m/z 57.00 100.00%
57.0
5000
99.0 256.1 L B
141.1 183.1 217.1 296.2 3491 391.3 14.40 14.60 14.80 15.00
el : m/z 71.00 70.72%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0
5000 L IR B UL I
14.40 14.60 14.80 15.00
m/z 85.10 59.49%
2710 | ) | ﬂ MW1%02w2mom% 380.0
m/z--> 50 100 1éo " 200 250 300 350 '
Abundance #175558: Tetracosane
57.0
14.40 14.60 14.80 15.00
5000 m/z 43.05 55.15%
99.0
m/z--> 50 100 150 260 250 300 350 '
Abundance #129490: Eicosane B e R
57.0 14.40 14.60 14.80 15.00
m/z 41.00 25.56%
5000
99.0
2rol | |1} 49 0 zso oo
m/z--> 50 100 150 260 250 300 350 ' 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022719\
Data File : BF112731.D

Aca On : 27 Feb 2019 20:54

Operator : JU/SJ

Sample : K1350-15 5X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.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 11 Nonadecane, 2,3-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.98 3.22 ng 151288 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 2.3-dimethvl- 296 C21H44 075163-99-4 72
2 Hexadecane 226 C16H34 000544-76-3 70
3 2-methvloctacosane 408 C29H60 1000376-72-8 68
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 64
5 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 64
Abundance Scan 2192 (14.980 min): BF112731.D (-2189) (-) m/z 57.00 100.00%
57.0
5000 —_—
9.0 14,60 14.80 15.00 15.20
38.0171.0201.0 321.1 . - : : :
b .ﬂ, LAZOAL02000 | || 2831 321136113832 s 71,05 74.07%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141439: Nonadecane, 2,3-dimethyl-
43.0
5000 AR AR UL UG R
85.0 1460 14.80 15.00 15.20 |
253.0 m/z 43.00 67.42%
UL 7279 3990 2u0 |
m/z--> 50 160 1%0 260 250 360 3%0 460
Abundance #83023: Hexadecane
57.0
14,60 14.80 15.00 15.20
5000 m/z 85.05 51.45%
270 | | %° 1410 1830 2260
m/z--> §o 160 1%0 260 2éo 360 3%0 460
Abundance #215181: 2-methyloctacosane A B o
57.0 14.60 14.80 15.00 15.20
m/z 252.10 35.92%
5000
99.0
27,0 ] | )| j 1410 1830 2050 267.0 3000 3650
m/z--> 5'0 1(')0 150 2(')0 250 300 3%0 4(|)O 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF022719\
Data File : BF112731.D

Acq On : 27 Feb 2019 20:54

Operator : JU/SJ

Sample - K1350-15 5X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .50 6.50 16.3 ng 860306 1 6.74 1057930 20.0
Undecane 7.36 2.6 ng 139248 1 6.74 1057930 20.0
Tridecane 8.63 2.0 ng 144244 2 8.02 1407530 20.0
Hexadecane 9.19 2.3 ng 140732 3 9.77 1218490 20.0
Hexadecanoic acid... 11.66 17.0 ng 1082810 4 11.25 1276180 20.0
9,12-Octadecadien... 12.34 63.4 ng 4046350 4 11.25 1276180 20.0
9-Octadecenoic ac... 12.36 49.0 ng 3123920 4 11.25 1276180 20.0
Heptacosane 14.66 2.3 ng 110117 6 15.27 939538 20.0
Nonadecane, 2,3-d... 14.98 3.2 ng 151288 6 15.27 939538 20.0
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