LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF071817\

Data File : BF096837.D

Aca On : 18 Jul 2017 10:15 Instrument :

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

3?22'6 : 14203-13 EB-2017-07-13

ALS Vial : 3 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-BF071317.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 4.763 468 472 477 rVB 92219 115434 3.27% 0.274%
2 5.204 543 547 554 rBVY 1439171 1356684 38.42% 3.219%
3 6.245 720 724 734 rVB 998348 859474 24.34% 2.039%
4 6.369 741 745 748 rBY 2483104 2378412 67 .35% 5.642%
5 6.598 780 784 787 rBV 753951 629535 17.83% 1.493%
6 6.757 806 811 814 rBVY 2314033 2190160 62.02% 5.196%
7 7.004 849 853 857 rBV 56025 51319 1.45% 0.122%
8 7.163 874 880 883 rBY 1868384 1939779 54.93% 4.602%
9 7.881 998 1002 1005 rVB 1010087 892045 25.26% 2.116%
10 8.051 1022 1031 1039 rVvB9 20469 73620 2.08% 0.175%

11 8.534 1104 1113 1122 rBV7 40955 137325 3.89% 0.326%
12 8.963 1179 1186 1189 rBV 3276971 3531445 100.00% 8.378%
13 9.092 1199 1208 1216 rBV5 79777 217995 6.17% 0.517%
14 9.451 1264 1269 1276 rVB7 18072 38920 1.10% 0.092%
15 9.545 1279 1285 1293 rBV3 41992 103608 2.93% 0.246%

16 9.628 1294 1299 1303 rVB 1264061 1107866 31.37% 2.628%

17 9.857 1334 1338 1340 rBV3 31333 38841 1.10% 0.092%
18 9.886 1340 1343 1352 rVB3 32975 71664 2.03% 0.170%
19 10.145 1381 1387 1393 rBV2 49097 96332 2.73% 0.229%
20 10.310 1408 1415 1420 rVB3 34141 69449 1.97% 0.165%
21 10.416 1427 1433 1436 rBV 1850625 1916378 54.27% 4._.546%
22 10.516 1443 1450 1453 rBV5 30867 50104 1.42% 0.119%
23 10.569 1455 1459 1465 rVB2 32936 44911 1.27% 0.107%
24 10.657 1468 1474 1480 rBV3 54068 90056 2.55% 0.214%

25 10.763 1487 1492 1495 rBV5 80929 140453 3.98% 0.333%

26 10.939 1511 1522 1539 rBV2 1157549 2635520 74.63% 6.252%
27 11.104 1546 1550 1553 rBV 1222836 1034428 29.29% 2.454%
28 11.333 1584 1589 1592 rBV6 29719 43021 1.22% 0.102%
29 11.651 1637 1643 1646 rBV2 224101 353188 10.00% 0.838%
30 11.680 1646 1648 1654 rVVv2 96295 174391 4.94% 0.414%

31 11.733 1655 1657 1660 rVv2 69295 69442 1.97% 0.165%
32 11.780 1660 1665 1669 rVV 270264 444046 12.57% 1.053%
33 11.816 1669 1671 1677 rVB 164156 177388 5.02% 0.421%
34 11.898 1681 1685 1687 rBV2 55976 74363 2.11% 0.176%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF071817\

Data File : BF096837.D

Aca On : 18 Jul 2017 10:15 Instrument :

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

3?22'6 : 14203-13 EB-2017-07-13

ALS Vial : 3 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-BF071317_M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.963 1693 1696 1698 rVV3 38015 50307 1.42% 0.119%
36 11.986 1698 1700 1704 rVB2 56455 61518 1.74% 0.146%
37 12.098 1711 1719 1727 rBV2 1114799 2215201 62.73% 5.255%
38 12.269 1745 1748 1751 rBV2 83396 91737 2.60% 0.218%
39 12.304 1751 1754 1755 rBV 60629 66718 1.89% 0.158%

40 12.339 1755 1760 1767 rVB 1626552 1918415 54.32% 4_.551%

41 12.433 1770 1776 1784 rVV2 424772 838395 23.74% 1.989%
42 12.692 1815 1820 1823 rBV2 2637166 3171942 89.82% 7.525%
43 12.716 1823 1824 1828 rVB 179051 117365 3.32% 0.278%
44 12.816 1838 1841 1844 rVB 199768 178784 5.06% 0.424%
45 12.845 1844 1846 1848 rBV2 63927 57390 1.63% 0.136%

46 12.957 1861 1865 1869 rBVY 553034 585884 16.59% 1.390%
47 13.074 1880 1885 1888 rBV3 772537 863195 24.44% 2.048%
48 13.121 1888 1893 1896 rVB 332330 367223 10.40% 0.871%
49 13.392 1936 1939 1943 rVB 283363 314026 8.89% 0.745%
50 13.439 1943 1947 1949 rVvV 292828 338816 9.59% 0.804%

51 13.469 1949 1952 1954 rVV 714182 676702 19.16% 1.605%
52 13.492 1954 1956 1960 rVvVv 468627 443641 12.56% 1.052%
53 13.557 1964 1967 1971 rVVv2 215243 300850 8.52% 0.714%
54 13.592 1971 1973 1975 rVV 235806 227401 6.44% 0.539%
55 13.621 1975 1978 1982 rVB 777656 762908 21.60% 1.810%

56 13.727 1992 1996 1999 rBV 973978 866063 24.52% 2.055%
57 13.839 2011 2015 2022 rVB 495203 524177 14.84% 1.244%
58 14.163 2067 2070 2078 rVB 394387 387019 10.96% 0.918%
59 14.274 2086 2089 2093 rBV 104241 99647 2.82% 0.236%
60 14.316 2093 2096 2100 rVB 716314 660945 18.72% 1.568%

61 14.439 2113 2117 2120 rBV 444406 485996 13.76% 1.153%
62 14.468 2120 2122 2125 rVB 258004 250379 7.09% 0.594%
63 14.533 2130 2133 2138 rVV 466492 444437 12.59% 1.054%
64 14.574 2138 2140 2146 rVB2 48175 57121 1.62% 0.136%
65 14.780 2171 2175 2178 rBV 244576 255906 7.25% 0.607%

66 15.039 2216 2219 2224 rVB4 38407 51974 1.47% 0.123%
67 15.098 2224 2229 2232 rBV 547495 673957 19.08% 1.599%
68 15.327 2265 2268 2276 rVB6 34171 52790 1.49% 0.125%
69 15.504 2293 2298 2308 rBV 114362 194157 5.50% 0.461%
70 15.839 2352 2355 2360 rVB7 27273 39776 1.13% 0.094%

71 15.945 2369 2373 2382 rVB2 64982 130675 3.70% 0.310%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096837.D

Aca On 18 Jul 2017 10:15

Operator : SJ/JU

Sample : 14203-13

Misc :

ALS Vial : 3 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 - 0 Peak Location: TOP

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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF071317_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 16.457 2456 2460 2467 rBV2 35338 66868 1.89% 0.159%

73 16.857 2525 2528 2541 rVB2 44196 114741 3.25% 0.272%

Sum of corrected areas: 42152642
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096837.D

Aca On 18 Jul 2017 10:15

Operator : SJ/JU

Sample : 14203-13

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF096837.D
3000000

6.37
2500000 6.76

2000000 7.16

1500000 5.20

1000000 6.25

6.60

500000

4.76 7.00
0 L e e o e o L e e e e e e e e e e I L e e e o e e B N L e s e o e

Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF096837.D

3000000 12.69

2500000

2000000 10.42

12.34

1500000

7.88
1000000

500000

9.09
gos 853 %

0 I e e e e L e i e e e e B e e e e e e e T e B e e e o e e e e L o B B e s s s

™
Time--> 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 TIC: BF096837.D

3000000

2500000

2000000

1500000

1000000

500000
16.46 16.86

- - e e

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\BF071817\
Data File : BF096837.D

Aca On 18 Jul 2017 10:15

Operator : SJ/JU

Sample : 14203-13

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 unknown6.37 Concentration Rank 1

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

6.37 75.56 ng 2378410 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 745 (6.369 min): BF096837.D (-741) (-) m/z 131.95 100.00%
131.9
5000 68.1
01 so || % S0 0 o b0 6k
Obrrprrrrprrrr bt i o2t e o Ot || M/Z 68.10  39.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 i MSRPIIA P Mo
10 550 70 s0 m/z 134.00  32.51%
‘ 79.0 :
0 ..luuuuluuuluuuﬁ‘il‘...i‘..‘..|‘.‘.‘H‘|..U.‘l‘....‘luu‘hluuuulu..‘.‘lunul‘ ‘IHI”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
69,0 - 500 620 640 660 60
5000 ' m/z 66.00 25.45Y%
31.0 51.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole T {\l L L L B
132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.10 15.59%
5000
104.0
ol 140 270 390 510 00770 g0 || 150 ||
m/z--> 15 25 §0 Jo 55 65 fo 85 gb 160 110 150 1§0 150 abo an 6.40 a%o a%o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096837.D

Aca On 18 Jul 2017 10:15

Operator : SJ/JU

Sample : 14203-13

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Tridecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.94 50.96 ng 2635520 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Dodecanoic acid 200 C12H2402 000143-07-7 74
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 1522 (10.939 min): BF096837.D (-1511) (-) m/z 43.05 100.00%
43.0 73.0
5000
129.1
97.1 213.2 UL AL A
H 157.1 185.2 256.3 10.60 10.80 11.00 11.20
bl 4L m/z 60.00 90.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
430 | 730
5000 129.0 UL R SRR R
10 60 10. 80 11. oo 11.20
m/z 73.00 85.07%
0L15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60.0
10,60 10.80 11.00 11.20
5000 129.0 m/z 57.05 81.36%
83.0
157.0 1850 213.0 256.0
o 40,0 110.0 '
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #95851: Pentadecanoic acid
43.0 | 73.0 10.60 10.80 11.00 11.20
m/z 55.05 70.52%
5000 129.0 N’\*_Fﬁy_/\——}/{\‘A~N§"A~Hw‘¢§
0L15.0 LM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096837.D

Aca On 18 Jul 2017 10:15

Operator : SJ/JU

Sample : 14203-13

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 n-Hexadecanoic acid Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.65 6.83 ng 353188 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 59
4 Tetradecanoic acid 228 C14H2802 000544-63-8 59
5 Dodecanoic acid 200 C12H2402 000143-07-7 53
Abundance Scan 1643 (11.651 min): BF096837.D (-1637) (-) m/z 43.05 100.00%
44
1571 1g51 2132 e, " 1140 11.60 1180 12,00
(o} m/z 60.00 99 .95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0

11.40 11.60 11.80 12.00

0
157.0 g5 2130 256.0 m/z 73.00 81.70%
0! 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
_'_'_'_'—r'_'_'_'—l_'_'_'_'—r'_'_'_'—l_'_'_'_
11.40 11.60 11.80 12.00
5000 129.0 m/z 55.05 77 .49%
97.0 199.0
157.0 242.0
0 15.0 177.0
R B o AN REE RS EaE s b
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid A EEBEEaa e R
43.0 73.0 11.40 11.60 11.80 12.00
' m/z 41.10 76.48%
5000
‘ 129.0 171.0 214.0
‘ 97.0 ‘ :
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\BF071817\
Data File : BF096837.D

Aca On 18 Jul 2017 10:15

Operator : SJ/JU

Sample : 14203-13

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.43 19.36 ng 838395 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 60
Abundance Scan 1775 (12.427 min): BF096837.D (-1770) (-) m/z 43.05 100.00%
43.0
73.0
5000
129.1
97.1 185.2 R S L I I
1571 a0 03 2843 12:20 12.40 12.60 12.80
o} - : m/z 57.10 98.18%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid

SN

w

o
~
w
o

129.0

5000 2840 LI L LR B TTT
12 20 12. 40 12 60 12. 80
m/z 60.00 75.93%
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60.0
T T e T
12.20 12.40 12.60 12.80
5000 129.0 m/z 73.00 74.92%
83.0
157.0 185.0 213.0 256.0
0 107.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72648: Tridecanoic acid A R AR RRE
73.0 12.20 12.40 12.60 12.80
m/z 55.00 71.17%
43.0
5000
129.0
‘ ‘ %6.0 710 2140
0 1ﬁﬂyw.ﬁw‘$\hhjm ",hu.u:n.w.ln.“.i..” R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12 20 12. 40 12 60 12. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096837.D

Aca On 18 Jul 2017 10:15

Operator : SJ/JU

Sample : 14203-13

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Adipic acid, 2-ethylhexyl o... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.07 19.93 ng 863195 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Adipic acid. 2-ethvlhexvl octvl ... 370 C22H4204 1000324-48-6 90
2 Diisooctvl adipate 370 C22H4204 001330-86-5 86
3 Hexanedioic acid. mono(2-ethvlhe... 258 C14H2604 004337-65-9 62
4 Hexanedioic acid. bis(2-ethvlhex... 370 C22H4204 000103-23-1 53
5 Adipic acid, 2-ethylhexyl isohex... 342 C20H3804 1000324-48-3 50
Abundance Scan 1884 (13.069 min): BF096837.D (-1880) (-) m/z 129.10 100.00%
129.1
57.1
5000
SRR VN SN SRR
101. 12.80 13.00 13.20 13.40
241.2 2853
0 ﬂ' L | TL Lo 18121315 e TS 3403 Tmjz 57.10 66.73%
m/z--> 0 50 100 150 200 250 300 350
Abundance #196930: Adipic acid, 2-ethylhexy! octy! ester
129.0
5000 SR UL SUNRIA BN SRR
241.0 12.80 13.00 13.20 13.40
57.0 m/z 55.10 43.11%
87.0
ol 220 | |10 | | 570 1990 | 290
m/z--> 0 50 100 150 200 250 300 350
Abundance
129.0
57.0 12,80 13.00 13.20 13.40
5000 m/z 43.10 39.52%
29.0
241.0
o 100.0 ' 1570 199.0 272.0 3130  370.0
m/z--> 0 50 100 150 200 250 300 350
Abundance #108911: Hexanedioic acid, mono(2-ethylhexyl)ester AR EEEEEEEEE
129.0 12.80 13.00 13.20 13.40
m/z 56.00 37 .44%
5000 55.0
84.0
m/z--> 0 50 100 150 200 250 300 350 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096837.D

Aca On 18 Jul 2017 10:15

Operator : SJ/JU

Sample : 14203-13

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Hexacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.12 8.48 ng 367223 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Tetratetracontane 619 C44H90 007098-22-8 86
3 Octacosane 394 C28H58 000630-02-4 83
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 80
5 Heptadecane 240 C17H36 000629-78-7 78
Abundance Scan 1893 (13.121 min): BF096837.D (-1888) (-) m/z 57.10 100.00%
57.1
5000
113.1 12.80 13.00 13.20 13.40
ok ..J.lll.ﬂ...,l?.g.l.,?z.?.l,....,....,....,....,....,....,....,... m/z 43.10 55.74%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
57.0
5000 AR A R DR
nmmmwmmm
m/z 71.10 48 .05%
m/z--> éo 100 150 200 250 300 350 400 4éo 560 séo 660
Abundance
57.0
12.80 13.00 13.20 13.40
5000 m/z 85.10 33.21%
o 113.0 169.0 2250 2810 337.0 3930 4630 5610 6150
m/z--> éo 160 1éo 200 250 300 350 400 4éo 500 séo 660
Abundance #209566: Octacosane e A REEEEEasS
57.0 12.80 13.00 13.20 13.40
m/z 41.10 21.32%
5000
ol LI L2 169.0 225.0 281.0 337.0 394.0
m/z--> éo 160 150 200 250 300 350 400 4éo 560 séo 660 12. 80 13. 00 13. 20 13. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096837.D

Aca On 18 Jul 2017 10:15

Operator : SJ/JU

Sample : 14203-13

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Morpholine, 4-phenyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.39 7.25 ng 314026 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Morpholine. 4-phenvl- 163 C10H13NO 000092-53-5 64
2 1-Propanol. 2-T2-(benzovloxv)pro... 342 C20H2205 020109-39-1 64
3 Benzoic acid. 2-propenvl ester 162 C10H1002 000583-04-0 38
4 Ethanone. 2-bromo-1.2-diphenvl- 274 C14H11BrO 001484-50-0 38
5 5-lIsopropyl-2-methylphenyl benzoate 254 C17H1802 1000367-08-9 38
Abundance Scan 1939 (13.392 min): BF096837.D (-1936) (-) m/z 105.00 100.00%
106.0
5000 163.1 MA
i 1900 150 40 195 1580
51.0 . . . ) .
Ol 1, 1880 ) 1931 2301 2812 ' Tn/z 163.10  49.05%
m/z--> 50 100 150 200 250 300
Abundance #32818: Morpholine, 4-phenyl-
105.0
163.0
5000 [T
13.00 13.20 13.40 13.60 13.80
77.0 m/z 77.00 23.43%
015'0‘ ‘51\.0 A 13\2'0 I
m/z--> 50 100 150 200 250 300
Abundance
105.0
163.0 13.00 13.20 13.40 13.60 13.80
5000 m/z 106.10 7.13%
77.0
o 510 135.0 207.0 5459 343.0
m/z--> 50 100 150 200 250 300
Abundance #31963: Benzoic acid, 2-propeny! ester
105.0 13.00 13.20 13.40 13.60 13.80
m/z 51.00 6.30%
5000
77.0
51.0 162.0
e —
m/z--> 50 100 150 200 250 300 13.00 13.20 13.40 13.60 13.80

8270-BF071317.M Wed Jul 19 14:47:09 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096837.D

Aca On 18 Jul 2017 10:15

Operator : SJ/JU

Sample : 14203-13

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Benzamide, N-propyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.44 7.82 ng 338816 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzamide. N-propvl- 163 C10H13NO 010546-70-0 78
2 1.3-Dioxolane. 2.4-dimethvl-2-ph._._. 178 C11H1402 004359-30-2 72
3 Morpholine. 4-phenvl- 163 C10H13NO 000092-53-5 59
4 Glvoxvlamide. N-phenvl- 163 C9HONO2 032331-52-5 47
5 (3-Phenyloxiran-2-yl)methyl benz... 254 C16H1403 1000366-96-1 40
Abundance Scan 1947 (13.439 min): BF096837.D (-1943) (-) m/z 105.00 100.00%
1056.0
163.1
5000
77.0 S ] 7 S —
51.0 13.20 13.40 13.60 13.80
Ol et e 202 e 2Ot 2450 2729 1 Tz77163.10  69.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #32814: Benzamide, N-propyl-
105.0
5000 LN UL LN UL I
77.0 13.20 13.40 13.60 13.80
163.0 m/z 77.00 26.48%
. o 1340
mz-> % 40 80 80 100 130 140 180 180 200 230 240 250
Abundance
105.0 163.0
43.0 ' 13.20 13.40 1360 13.80
5000 m/z 106.00 7.94%
77.0
133.0
ol15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #32818: Morpholine, 4-phenyl-
105.0 13.20 13.40 13.60 13.80
m/z 51.00 7.47%
163.0
5000
77.0
oL 270 510 1320
mz-> % 40 80 80 100 130 140 180 180 200 230 240 260 " 13.20 13.40 13.60 13.80

8270-BF071317.M Wed Jul 19 14:47:09 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096837.D

Aca On 18 Jul 2017 10:15

Operator : SJ/JU

Sample : 14203-13

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Diethylene glycol dibenzoate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.47 15.63 ng 676702 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvlene alvcol dibenzoate 314 C18H1805 000120-55-8 90
2 1.3-Dioxolane. 2-(methoxvmethvl)... 194 C11H1403 1000156-71-2 78
3 Benzoic acid. 2-(4-nitrophenoxv)... 287 C15H13N0O5 1000368-92-7 72
4 2-(2-CarboxvvinvDpvridine. trans 149 C8H7NO2 007340-22-9 53
5 3,6,9,12-Tetraoxatetradecane-1,1... 446 C24H3008 1000366-97-0 50
Abundance Scan 1952 (13.469 min): BF096837.D (-1949) (-) m/z 105.00 100.00%
105.0 149.1
5000 770
51.0 Calon 1240 1280 1290
13.20 13.40 13.60 13.80
Obrrprrrrprebr 20 L 179120302252 2752 | 777149 10 94.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #156210: Diethylene glycol dibenzoate
105.0 149.0
5000
77.0 13.20 13.40 13.60 13.80
m/z 77.05 38.56%
51.0
0

Abundance

27.0 | | | | 179.0

L I e o e S S R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
149.0

105.0 IIIIIIIIIIIIIIIIIIIIII
13.20 13.40 13.60 13.80
5000 m/z 51.00 12 .94%
77.0
45.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #133475: Benzoic acid, 2-(4-nitrophenoxy)ethyl ester R R e RRRR
105.0 149.0 13 20 13. 40 13 60 13. 80

m/z 150.05 8.94%

77.0
5000
51.0
27.0 L \‘\ | il | 211.0 287.0
o} SRS CL SR SR NP PPWSMENSEY NN MNNS_— - < S U7

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80

8270-BF071317.M Wed Jul 19 14:47:10 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096837.D

Aca On 18 Jul 2017 10:15

Operator : SJ/JU

Sample : 14203-13

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Hexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

13.49 10.25 ng 443641 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 87
3 Tetratetracontane 619 C44H90 007098-22-8 87
4 Hentriacontane 437 C31H64 000630-04-6 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87

Abundance Scan 1956 (13.492 min): BF096837.D (-1954) (-) m/z 57.10 100.00%

57.
5000

13.20 13.40 13.60 13.80
m/z 43.10 59.79%

o 131 1601 2042

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #83025: Hexadecane
57.0

5000 L L L B
13. 20 13. 40 13. 60 13. 80

m/z 71.10 48.62%

L I ‘%130 169.0 226.0

UMM
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
e B i B e B
13.20 13.40 13.60 13.80
5000 m/z 85.10 35.02%
140.0
0 211.0 267.0
T T e e
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane AN EmE RS R
57.0 13.20 13.40 13.60 13.80
m/z 55.00 23.58%
5000
130 169.0
Ol AN L 2250 2810 337.0 393.0 449.0 505.0 562.0,817.0 .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 13. 20 13. 40 13. 60 13. 80

8270-BF071317.M Wed Jul 19 14:47:11 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096837.D

Aca On 18 Jul 2017 10:15

Operator : SJ/JU

Sample : 14203-13

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Pentacosane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
14.16 8.94 ng 387019 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
4 Undecane. 3.8-dimethyl- 184 C13H28 017301-30-3 87
5 Tetracosane 338 C24H50 000646-31-1 86

Abundance Scan 2070 (14.163 min): BF096837.D (-2067) (-) m/z 57.05 100.00%
57.0
5000 85.0
131 13.80 14.00 14.20 14.40
141.1
) — | A .l-.lll. iy 1832211223891 2781 m/z 43.10 61.52%
m/z--> 50 100 150 200 250 300 350

Abundance #185533: Pentacosane
57.0
5000 850 LA L L L L L B
13.80 14.00 14.20 14.40
13.0 m/z 71.10 50.95%
L2000 | | [P7M101600 211.0230.0267.0295.0823.03520
T T T T T T T T T e e
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
e
13.80 14.00 14.20 14.40
5000 85.0 m/z 85.05 38.05%
29.0 .
. 113.0141.0169.0197.0225.0253.0 295.0323.0 367.0
T T T T T T T T T e T
m/z--> 50 100 150 200 250 300 350
Abundance #100330: 2-Bromo dodecane B
57.0 13.80 14.00 14.20 14.40
m/z 55.10 22 .15%
5000 85.0
23.0 130  169.0
oL k| 01070 248.0
T L e e B B R e
m/z--> 50 100 150 200 250 300 350 13. 80 14. 00 14.20 14.40

8270-BF071317.M Wed Jul 19 14:47:11 2017

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096837.D

Aca On 18 Jul 2017 10:15

Operator : SJ/JU

Sample : 14203-13

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 9-Octadecenamide, (Z)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .44 14.42 ng 485996 Perylene-di12 15.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 94
2 Tetradecanamide 227 C14H29NO 000638-58-4 83
3 Hexadecanamide 255 C16H33NO 000629-54-9 78
4 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 64
5 Pentadecanamide, 15-bromo- 319 C15H30BrNO 1000163-86-1 59
Abundance Scan 2117 (14.439 min): BF096837.D (-2113) (-) m/z 59.00 100.00%

59.0
5000

14 20 14. 40 14. 60 14. 80

97.1
12611541 1847

. .2 294.3 .
o...,....~,'...l.‘. 2202 2032 304 "m/z 72.00 55.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #128443: 9-Octadecenamide, (2)-
59.0
5000 ||||||||||||||||||||
14.20 14.40 14.60 14.80
m/z 55.05 49.01%
29.0 ‘ 86.0 114.0 281.0
N T I o L M L2 M E——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
59.0
R N RARE R RS e
14.20 14.40 14.60 14.80
5000 m/z 43.10 32.66%
227.0
. 29.0 97.0 128.0 ;- 1184.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #106565: Hexadecanamide b RRREE R
59.0 14.20 14.40 14.60 14.80
m/z 41.10 32.30%
5000
o 290| | 1860 114014201700 2120 2550
RN R L L L L S NARARIRARANEATAR SISO EE R R N RERE R RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.20 14.40 14.60 14.80

8270-BF071317.M Wed Jul 19 14:47:12 2017

Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096837.D

Aca On 18 Jul 2017 10:15

Operator : SJ/JU

Sample : 14203-13

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 17 Heptacosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

14.47 7.43 ng 250379 Perylene-di12 15.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Eicosane. 9-octvl- 394 C28H58 013475-77-9 80
3 Eicosane 282 C20H42 000112-95-8 80
4 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 72
5 Undecane, 3-methyl- 170 C12H26 001002-43-3 72

Abundance Scan 2122 (14.468 min): BF096837.D (-2120) (-) m/z 57.10 100.00%

57.1
5000

AL e E ) S
| I l‘ l‘ lI J 1412 1832 253.3 14.20 14.40 14.60 14.80

ol e m/z 43.10 57.43%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 LA L L L L L LB

14.20 14.40 14.60 14.80
m/z 71.10 51.02%

99.0
o270 | | |77 1410 1830 2250 267.0 3230 _ 380.0
st 0 o A o T B 5 LM 2 b L
miz-—> 50 100 150 200 250 300 350
Abundance
43.0
ey s
14.20 14.40 14.60 14.80
5000 85.0 m/z 85.10 37.66%
ssgo 2810
0 127.0 169-0198.0 : 310.0 352.0 392.0
S 0 0 RO i - N ML M
miz-—> 50 100 150 200 250 300 350
Abundance #129492: Eicosane L B L ALEl ma
57.0 14.20 14.40 14.60 14.80
m/z 55.10 20.62%
5000
99.0
o 27\-0‘ | 777, 1410 1830 2250 2820
: S e S e S ———
miz-—> 50 100 150 200 250 300 350 14:20 14.40 14.60 14.80

8270-BF071317.M Wed Jul 19 14:47:13 2017

Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096837.D

Aca On 18 Jul 2017 10:15

Operator : SJ/JU

Sample : 14203-13

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Supraene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.53 13.19 ng 444437 Perylene-di12 15.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 000111-02-4 91
3 1.5.9-Undecatriene., 2.6.10-trime... 192 Cl4H24 062951-96-6 87
4 1.5-Heptadiene. 3.3.6-trimethvl- 138 C10H18 035387-63-4 52
5 2,6-Octadiene, 2,6-dimethyl- 138 C10H18 002792-39-4 50
Abundance Scan 2132 (14.527 min): BF096837.D (-2130) (-) m/z 69.10 100.00%
69.1
5000
—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
07.0137:2 14.20 14.40 14.60 14.80
ob L pd PEYUN a2 o 777 81.05  50.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
5000 N BRI B U
14.20 14.40 14.60 14.80
1370 m/z 41.10 33.69%
o 290k““ _107.07/7" 1910 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
14.20 14,40 14.60 14.80
5000 m/z 95.05 13.58%
0 10708379 1510 2310 2730 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- L DR L B B
69.0 14.20 14.40 14.60 14.80
m/z 68.05 10.12%
29.0
123.0
0 'tle\‘Eﬁlhﬂ'H‘l}7?ql" LR LR UL RN B R N B B UGS
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80

8270-BF071317.M Wed Jul 19 14:47:13 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096837.D

Aca On 18 Jul 2017 10:15

Operator : SJ/JU

Sample : 14203-13

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 19 Octacosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.78 7.59 ng 255906 Perylene-d12 15.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 90
3 Docosane 310 C22H46 000629-97-0 86
4 Octadecane 254 C18H38 000593-45-3 83
5 Heneicosane 296 C21H44 000629-94-7 83
Abundance Scan 2175 (14.780 min): BF096837.D (-2171) (-) m/z 57.10 100.00%
57.1
5000
|| ‘ \eel-o 112 1531 et a0 1430 1460 1450 1500 |
(IS U E S i m/z 43.10 57.09%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 LN BN BA SUNILE I
14.40 14.60 14.80 15.00
99.0 m/z 71.10 51.20%
o 27,0 h | ||, 1410 1830 2250 281.0 337.0 394.0
m/z--> 55 160 1%0 260 250 360 3éo
Abundance
57.0
14.40 14.60 14.80 15.00
5000 m/z 85.10 38.24%
99.0
0 28.0 1410 183.0 2250 267.0 309.0  365.0394.0
m/z--> 55 160 1%0 260 250 300 3éo
Abundance #153222: Docosane e B B R e
57.0 14.40 14.60 14.80 15.00
m/z 55.00 22.03%
5000
99.0
0l270 | | ||, 1410 1830 2250 267.0 310.0
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 3&'30 ' 14.'40 14.|60 14.I80 15.'00 '

8270-BF071317.M Wed Jul 19 14:47:14 2017 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096837.D

Aca On 18 Jul 2017 10:15

Operator : SJ/JU

Sample : 14203-13

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 20 Hentriacontane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.50 5.76 ng 194157 Perylene-d12 15.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Triacontane 422 C30H62 000638-68-6 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 2-methyloctacosane 408 C29H60 1000376-72-8 87
Abundance Scan 2297 (15.498 min): BF096837.D (-2293) (-) m/z 57.10 100.00%
5000
99.0 R DA B B B
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155.1
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071817\
Data File : BF096837.D

Acq On 18 Jul 2017 10:15

Operator : SJ/JU

Sample - 14203-13

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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 .37 6.37 75.6 ng 2378410 1 6.60 629535 20.0
Tridecanoic acid 10.94 51.0 ng 2635520 4 11.10 1034430 20.0
n-Hexadecanoic acid 11.65 6.8 ng 353188 4 11.10 1034430 20.0
Octadecanoic acid 12.43 19.4 ng 838395 5 13.73 866063 20.0
Adipic acid, 2-et... 13.07 19.9 ng 863195 5 13.73 866063 20.0
Hexacosane 13.12 8.5 ng 367223 5 13.73 866063 20.0
Morpholine, 4-phe... 13.39 7.3 ng 314026 5 13.73 866063 20.0
Benzamide, N-propyl- 13.44 7.8 ng 338816 5 13.73 866063 20.0
Diethylene glycol... 13.47 15.6 ng 676702 5 13.73 866063 20.0
Hexadecane 13.49 10.3 ng 443641 5 13.73 866063 20.0
Pentacosane 14.16 8.9 ng 387019 5 13.73 866063 20.0
9-Octadecenamide, ... 14.44 14.4 ng 485996 6 15.10 673957 20.0
Heptacosane 14 .47 7.4 ng 250379 6 15.10 673957 20.0
Supraene 14.53 13.2 ng 444437 6 15.10 673957 20.0
Octacosane 14.78 7.6 ng 255906 6 15.10 673957 20.0
Hentriacontane 15.50 5.8 ng 194157 6 15.10 673957 20.0
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