LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081917\
Data File : BF097891.D

Aca On 19 Aug 2017 21:00

Operator : SJ/JU

Sample = 14845-01 10X

Misc :

ALS Vial : 21 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 4.940 482 485 490 rVB 45443 47245 3.87% 0.425%
2 5.357 552 556 561 rVB 339182 316852 25.97% 2.849%
3 6.381 727 730 738 rBV 428645 341822 28.02% 3.074%
4 6.522 750 754 761 rVB 442517 350774 28.75% 3.154%
5 6.757 791 794 798 rBVY 1048661 961579 78.81% 8.647%
6 6.916 817 821 824 rBV 309609 264416 21.67% 2.378%
7 7.316 883 889 893 rBV 247929 207092 16.97% 1.862%
8 8.045 1008 1013 1016 rBV 1437907 1220061 100.00% 10.971%
9 8.339 1056 1063 1066 rBV5 12139 20662 1.69% 0.186%
10 8.469 1081 1085 1087 rBV 16172 14950 1.23% 0.134%
11 8.545 1094 1098 1101 rBvV2 19720 19802 1.62% 0.178%
12 8.639 1111 1114 1117 rBV 45559 38006 3.12% 0.342%
13 8.869 1147 1153 1155 rBV3 20518 25657 2.10% 0.231%
14 9.069 1184 1187 1191 rVB3 22562 24469 2.01% 0.220%
15 9.116 1191 1195 1200 rBV 491222 387024 31.72% 3.480%
16 9.204 1206 1210 1215 rBV 68616 64164 5.26% 0.577%
17 9.510 1259 1262 1266 rBvV2 54647 74604 6.11% 0.671%
18 9.545 1266 1268 1271 rvv4 21120 19613 1.61% 0.176%
19 9.580 1271 1274 1277 rVB3 17090 16039 1.31% 0.144%
20 9.733 1297 1300 1304 rVB 86275 65708 5.39% 0.591%
21 9.792 1304 1310 1314 rBvV 1207888 1160457 95.11% 10.435%
22 9.969 1335 1340 1342 rBV6 13192 23126 1.90% 0.208%
23 10.057 1352 1355 1358 rVB3 18547 17105 1.40% 0.154%
24 10.233 1382 1385 1387 rVB 95054 75411 6.18% 0.678%
25 10.451 1416 1422 1428 rBV 45486 62122 5.09% 0.559%
26 10.533 1434 1436 1439 rBV3 14740 15935 1.31% 0.143%

27 10.574 1439 1443 1447 rVV 179546 153523 12.58% 1.380%
28 10.704 1462 1465 1474 rBV 131648 141213 11.57% 1.270%

29 11.027 1518 1520 1526 rVB5 14318 17850 1.46% 0.161%
30 11.151 1538 1541 1543 rBV 112558 82508 6.76% 0.742%
31 11.180 1543 1546 1552 rVB 49566 54967 4_.51% 0.494%
32 11.274 1558 1562 1568 rBV 1085127 937300 76.82% 8.428%
33 11.333 1568 1572 1576 rBV6 9517 16366 1.34% 0.147%
34 11.510 1596 1602 1604 rBV7 12102 23969 1.96% 0.216%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081917\
Data File : BF097891.D

Aca On 19 Aug 2017 21:00

Operator : SJ/JU

Sample = 14845-01 10X

Misc :

ALS Vial : 21 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

35 11.580 1610 1614 1616 rBV 79805 71385 5.85% 0.642%
36 11.674 1627 1630 1635 rVB 198846 173087 14.19% 1.556%
37 11.886 1661 1666 1668 rBV5 17117 28381 2.33% 0.255%
38 11.986 1680 1683 1685 rBV 80436 71970 5.90% 0.647%
39 12.139 1706 1709 1711 rBV3 11545 13910 1.14% 0.125%
40 12.327 1738 1741 1743 rBV3 42797 41685 3.42% 0.375%

41 12.363 1743 1747 1749 rVV 699544 696975 57.13% 6.267%
42 12.380 1749 1750 1758 rVB2 434993 344185 28.21% 3.095%

43 12.468 1762 1765 1770 rVB2 88796 92056 7.55% 0.828%
44 12.710 1804 1806 1809 rBV 30728 23151 1.90% 0.208%
45 12.745 1809 1812 1815 rVB 78293 62280 5.10% 0.560%
46 12.857 1827 1831 1835 rBV 315072 268860 22.04% 2.418%
47 13.039 1860 1862 1865 rBV4 18738 15447 1.27% 0.139%
48 13.098 1869 1872 1876 rVV 76576 71414 5.85% 0.642%
49 13.221 1891 1893 1897 rBV4 16223 21272 1.74% 0.191%
50 13.304 1904 1907 1911 rBV5 28543 37309 3.06% 0.335%
51 13.439 1927 1930 1934 rBV 74180 76779 6.29% 0.690%
52 13.768 1983 1986 1991 rVB 96186 94772 7.77% 0.852%
53 13.904 2005 2009 2013 rBV 822310 777488 63.73% 6.991%
54 14.086 2037 2040 2043 rVB 79457 74023 6.07% 0.666%
55 14.392 2089 2092 2095 rBV 86918 93205 7.64% 0.838%
56 14.692 2140 2143 2149 rBV3 70379 84826 6.95% 0.763%
57 15.015 2195 2198 2205 rVB 81106 94575 7.75% 0.850%

58 15.333 2247 2252 2256 rBV 440602 529545 43.40% 4.762%

Sum of corrected areas: 11120971
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method

Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF081917\
BF097891.D

19 Aug 2017 21:00

SJ/JU

14845-01 10X

21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

TIC: BF097891.D

5.36

4.94

6.76

6.38.52

7.32

0
Time-->

2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BF097891.D

8[05

| 8388P5 8879, 720 % o106 | 106%3 1108 P2l

9.79
11.27

9.12

11.67
10'?8.70 11.18

9.7 10.23 11.5

11.99

11.89 12.14

12

12.36

12.38

Time-->

I
8.00

8.50 9.00 9.50 10.00 10.50 11.00 11.50

12.00

12.50 13.00 13.50

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BF097891.D

13.90

15.33

Time-->

14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

18.00

18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081917\
Data File : BF097891.D

Aca On : 19 Aug 2017 21:00

Operator : SJ/JU

Sample = 14845-01 10X

Misc :

ALS Vial : 21 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 unknown6.52 Concentration Rank 3

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

6.52 7.30 ng 350774 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 N-(-3.4-Methvlenedioxvphenvlisopn... 267 C17H17NO2 1000378-96-6 10
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 754 (6.522 min): BF097891.D (-750) (-) m/z 132.00 100.00%
132.0
5000 68.0
40.0 96.0 '6.20 640 6.60 680
o} m/z 68.00 48.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 BN SSEEE SRRSE RRARE
6.20 6.40 6.60 6.80
310 m/z 134.00 32.61%
o..w.ﬂm“.ﬂ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
132.0
'6.20 6.40 6.60 6.80
5000 m/z 66.00 32.16%
105.0
77.0
o >10 165.0 190.0  224.0 267.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14491: 5-Aminoindole LI L L L L N B
132.0 6.20 6.40 6.60 6.80
m/z 69.10 18.86%
5000
104.0
66.0
m/z--> 25 Jo éo 86 100 120 140 160 180 200 220 240 260 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081917\
Data File : BF097891.D

Aca On : 19 Aug 2017 21:00

Operator : SJ/JU

Sample = 14845-01 10X

Misc :

ALS Vial : 21 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 Tridecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.70 3.01 ng 141213 Phenanthrene-d10 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tetradecane 198 C14H30 000629-59-4 87
4 Pentadecane 212 C15H32 000629-62-9 87
5 Heptacosane 380 C27H56 000593-49-7 87

Abundance Scan 1464 (10.698 min): BF097891.D (-1462) (-) m/z 57.05 100.00%

571.0

5000
39 1131 1411 169.0 10.40 10.60 10.80 11.00
o m/z 71.10 72.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane
57.0
5000 LN L L L L L L L L B
85.0 10 40 10. 60 10 80 11. OO
29.0 m/z 43.05 70.44%
0 | ‘\ H | A I 1130 1410 184.0
LI o o o o L AL B B o o o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
R e B S R
10.40 10.60 10.80 11.00
5000 m/z 85.00 42 .04%
85.0
29.0
0 113.0 1410 169.0 197.0 226.0
B A I e o B EEEE R e s e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane o RS S e
57.0 10.40 10.60 10.80 11.00
m/z 41.00 31.42%
5000 85.0
29.0
. | I [ 1130 1410 1600 1980
..w..”,.”.,”..“..w..”,.”.......” R R A RAEE R N ELmEE
m/z--> 60 80 100 120 140 160 180 200 220 10 40 10. 60 10 80 11. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081917\
Data File : BF097891.D

Aca On : 19 Aug 2017 21:00

Operator : SJ/JU

Sample = 14845-01 10X

Misc :

ALS Vial : 21 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.
11.67 3.69 ng 173087 Phenanthrene-d10 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 97
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 91
3 Dodecanoic acid. methvl ester 214 C13H2602 000111-82-0 90
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 90
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 90
Abundance Scan 1629 (11.668 min): BF097891.D (-1627) (-) m/z 74.00 100.00%
74.0
5000
43.0
Ll o 1570 41008 120 T 1140 1160 1180 1200
Ol oy 2190, ey M/Z 87.00  69.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119407: Hexadecanoic acid, methy! ester
74.0
5000 LI B SURLLE BN B
430 11.40 11.60 11.80 12.00
0
‘ ‘ | 143.0 50 9970 270.0 m/z 43.00 34 .19%
ot b 100 1200 | 16302820, T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
74.0
11,40 11.60 11.80 12.00
5000 43.0 m/z 41.00 25.80%
0 97.0 1180 30 1850 2270 2700
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72681: Dodecanoic acid, methyl ester AR EEEEEEEEE
74.0 11.40 11.60 11.80 12.00
m/z 55.00 22 .39%
5000
41.0
150 H I 000 1430 1710 2140
0”'””H””””””””“\”“”“”\”””””””””” — T T T —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11,40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081917\
Data File : BF097891.D

Aca On : 19 Aug 2017 21:00

Operator : SJ/JU

Sample = 14845-01 10X

Misc :

ALS Vial : 21 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 1
R.T. EstConc Area Relative to ISTD R.T.
12.36 14.87 ng 696975 Phenanthrene-d10 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
3 9.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 95
4 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 89
5 2-Chloroethyl linoleate 342 C20H35CI102 025525-76-2 87

Abundance Scan 1747 (12.363 min): BF097891.D (-1743) (-) m/z 67.00 100.00%

67.0

5000
1231 1501 12,00 12.20 12.40 12.60
T 178.1 220.2 263.2 294.3
0 m/z 81.05 81.62%
m/z--> 20 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 RERARREEEEEEEES
12. 00 12. 20 12.40 12.60
m/z 95.05 54 _.57%
. I 123.0 1490 41750 262.0 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67.0
 E AREEEE SRS
410 95.0 12.00 12.20 12.40 12.60
5000 m/z 55.05 54 _.21%
123.0 294.0
. 15.0 150.0 178.0 220.0 263.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127648: 9,12-Octadecadienoic acid (Z,2)- T

12.00 12.20 12.40 12.60

m/z 41.05 45_.24%

5000

12. 00 12. 20 12. 40 12 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081917\
Data File : BF097891.D

Aca On : 19 Aug 2017 21:00

Operator : SJ/JU

Sample = 14845-01 10X

Misc :

ALS Vial : 21 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 2
R.T. EstConc Area Relative to ISTD R.T.
12.38 7.34 ng 344185 Phenanthrene-d10 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 93
2 9-Hexadecenoic acid. methvl este... 268 C17H3202 001120-25-8 81
3 trans-13-Octadecenoic acid. meth... 296 C19H3602 1000333-61-3 74
4 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 74
5 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 74

Abundance Scan 1750 (12.380 min): BF097891.D (-1749) (-) m/z 55.10 100.00%

5000

:

111.1 e A e
1 180.1 2222 2642 12.00 12.20 12.40 12.60

m/z 74.00 72 .73%

04
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 [TirTr[rrrr[prirrprrro|m
12.00 12.20 12.40 12.60
1110 m/z 69.10 72.21%
. 137.0 180.0 222.0 264.0 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
T s B R
12.00 12.20 12.40 12.60
5000 83.0 m/z 41.05 61.81%
100 1550 1040 2860
0 268.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141314: trans-13-Octadecenoic acid, methyl ester L B
12.00 12.20 12.40 12.60
m/z 83.05 53.01%
- \N\W\/\M
. 180.0 2220 2640 ...
- IIIIIIIIIIIIIIIIIII

T I T T
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:\HPCHEM1\BNA F\DATA\BF081917\
Data File : BF097891.D

Aca On : 19 Aug 2017 21:00

Operator : SJ/JU

Sample = 14845-01 10X

Misc :

ALS Vial : 21 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 Tritetracontane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.77 2.44 ng 94772 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tritetracontane 605 C43H88 007098-21-7 91
2 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heptadecane 240 C17H36 000629-78-7 72
5 Hexadecane 226 C16H34 000544-76-3 72
Abundance Scan 1986 (13.768 min): BF097891.D (-1983) (-) m/z 57.10 100.00%
57.1
5000
11 1340 13.60 13.80 14.00
194.1 247.1
o...,...]]f.l.i.u,........,..?9,2.1...,....,....,....,....,....,.. m/z 71.10 74.27%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57.0
5000 R DU PR B B B

13.40 13.60 13.80 14.00
m/z 43.10 58.45%

1110 169.0 225.0 281.0 337.0 393.0 463.0 519.0 575.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
R B
13.40 13.60 13.80 14.00
5000 m/z 85.05 48.12%
o 1130 183.0231.0 287.0 3430 4140
e T T T e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane R RN EEEEE
57.0 13.40 13.60 13.80 14.00
m/z 55.05 26.59%
5000
0 130 ,169.0 2250 295.0 367.0
R e AR B A e e R R e R T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 13. 40 13. 60 13 80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081917\
Data File : BF097891.D

Aca On : 19 Aug 2017 21:00

Operator : SJ/JU

Sample = 14845-01 10X

Misc :

ALS Vial : 21 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 Nonadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .39 2.40 ng 93205 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 96
2 Heptadecane 240 C17H36 000629-78-7 93
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heptacosane 380 C27H56 000593-49-7 90
5 Pentadecane 212 C15H32 000629-62-9 90
Abundance Scan 2092 (14.392 min): BF097891.D (-2089) (-) m/z 57.10 100.00%
57.1
5000
131 14.00 14.20 1440 14.60 14.80
141.11609. 210.1238.1267.9
I | i 2281 m/z 71.05 71.00%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57.0
5000 85.0 o AREE e
mmmmmmmmmm
20.0 m/z 43.05 59.90%
: 13.0
0 \‘ l h H‘ Il Hﬁl l ‘141 0169 0197. 0225 0 268'0
m/z--> §o 160 150 260 2%0 360 3%0
Abundance
57.0
g5.0 14.00 14.20 1440 14.60 14.80
5000 m/z 85.10 58.90%
29.0
. 1130141 0160.0197 0 240.0
m/z--> o 'go' - 160" ' ﬁéoll ' 560" ' ééo" ' 560" ' ééo"
Abundance #194493: Hexacosane [TT T T[T T[T T T[T Trr [T
57.0 14.00 14.20 14.40 14.60 14.80
m/z 41.05 24 .00%
5000 85.0
. 290 i I 30 1410160.0197.0225,02530 29603280 367.0
m/z--> % @ m ﬁ @ ﬁ ﬁ mmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081917\
Data File : BF097891.D

Aca On : 19 Aug 2017 21:00

Operator : SJ/JU

Sample = 14845-01 10X

Misc :

ALS Vial : 21 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 9 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.69 3.20 ng 84826 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Pentadecane. 4-methvl- 226 C16H34 002801-87-8 89
3 Octacosane 394 C28H58 000630-02-4 86
4 Docosane. 7-hexvl- 394 C28H58 055373-86-9 86
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 86
Abundance Scan 2143 (14.692 min): BF097891.D (-2140) (-) m/z 57.05 100.00%
57.0
5000
301169.1 2149 250.1291 13242 14.40 14.60 14.80 15.00
0 ...J,. m/z 71.10 91.04%
m/z--> 50 100 150 200 250 300 350
Abundance #83026: Hexadecane
57.0
5000 LI L B S B

14.40 14.60 14. 80 15. oo
99.0 m/z 43.05 60.15%

226.0
A DR T
m/z--> 50 100 150 200 250 300 350
Abundance
71.0
e
14.40 14.60 14.80 15.00
5000 m/z 85.10 57.56%
410 183.0
113.0
0 153.0 226.0
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane AR EEREE L
57.0 14.40 14.60 14.80 15.00
m/z 55.00 27 .35%
5000
99.0
oL 210 ] | [ | }41 -0 ;830 2250 2810  337.0  394.0
e N 1 : R R e
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081917\
Data File : BF097891.D

Aca On : 19 Aug 2017 21:00

Operator : SJ/JU

Sample = 14845-01 10X

Misc :

ALS Vial : 21 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 10 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.02 3.57 ng 94575 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Hexadecane 226 C16H34 000544-76-3 93
3 Eicosane. 2-methvl- 296 C21H44 001560-84-5 91
4 10-Methvlnonadecane 282 C20H42 056862-62-5 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2199 (15.021 min): BF097891.D (-2195) (-) m/z 57.10 100.00%
57.1
5000
9.1 R S SR SO IR
L 1 |, 1411 1831515, 2521 54513232 365.3 14.80 15.00 15.20 15.40
0 e 4 III - |I'|I|‘!I‘Il" A I..I II |||ll| —y llllllhllllllllﬂl II — | m/z 71_10 89_27%
m/z--> 0 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 LRI UL SR B B
mmmmmmmm
99.0 m/z 85.00 62.35%
m/z--> 6 50 160 1%0 260 250 300 3%0
Abundance
57.0
"' 14.80 15.00 15.20 15.40
5000 m/z 43.10 51.59%
o 27.0 9.0 1410 1830 226.0
| R L e e e ey
m/z--> 0 50 100 150 200 250 300 350
Abundance #141430: Eicosane, 2-methyl- RS EmmEs o L
57.0 14.80 15.00 15.20 15.40
m/z 99.10 22.86%
5000
99.0 253.0
ol 210 || l‘ | g 110 1830 2040 | 2810
mz-> 0 50 100 150 200 250 300 350 "' 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081917\
Data File : BF097891.D

Acq On 19 Aug 2017 21:00

Operator : SJ/JU

Sample = 14845-01 10X

Misc :

ALS Vial : 21 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]
unknown6 .52 6.52 7.3 ng 350774 1 6.76 961579 20.0
Tridecane 10.70 3.0 ng 141213 4 11.27 937300 20.0
Hexadecanoic acid... 11.67 3.7 ng 173087 4 11.27 937300 20.0
9,12-Octadecadien... 12.36 14.9 ng 696975 4 11.27 937300 20.0
9-Octadecenoic ac... 12.38 7.3 ng 344185 4 11.27 937300 20.0
Tritetracontane 13.77 2.4 ng 94772 5 13.90 777488 20.0
Nonadecane 14.39 2.4 ng 93205 5 13.90 777488 20.0
Hexadecane 14.69 3.2 ng 84826 6 15.33 529545 20.0
Heneicosane 15.02 3.6 ng 94575 6 15.33 529545 20.0
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