LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021418\

Data File : BF102992.D

Aca On : 14 Feb 2018 16:30 Instrument :
Operator : SJ/JU BNA_F

Sample - J1539-06 ClientSampleld :
Misc - MAIN-ST-LINE-3-EW@4.5
ALS Vial : 17 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF020318.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 2.151 6 11 22 rVB 724959 994577 25.01% 2.913%
2 5.110 510 514 526 rVB 106745 149957 3.77% 0.439%
3 5.498 575 580 583 rBY 3738126 3692823 92.87% 10.817%
4 6.504 746 751 764 rVB2 3186394 3976496 100.00% 11.648%
5 6.645 770 775 778 rBVY 3782601 3650891 91.81% 10.694%
6 6.704 782 785 789 rVB3 44274 43351 1.09% 0.127%
7 6.875 810 814 818 rBVY 1307209 1047127 26.33% 3.067%
8 7.033 837 841 844 rBVY 3040761 2628408 66.10% 7.699%
9 7.439 905 910 913 rBVY 2488973 2310351 58.10% 6.767%
10 7.510 919 922 928 rVB3 36907 43214 1.09% 0.127%
11 8.157 1029 1032 1035 rBvV 1574711 1316366 33.10% 3.856%
12 8.739 1128 1131 1135 rVB 63700 51078 1.28% 0.150%
13 8.869 1150 1153 1157 rBV 74852 59714 1.50% 0.175%
14 8.969 1167 1170 1174 rBV 50040 41763 1.05% 0.122%

15 9.233 1210 1215 1218 rBV 3531579 3166628 79.63% 9.275%

16 9.304 1224 1227 1230 rBV 150219 113295 2.85% 0.332%
17 9.498 1256 1260 1265 rBV 34883 50928 1.28% 0.149%
18 9.569 1268 1272 1275 rBV4 44084 56647 1.42% 0.166%
19 9.622 1278 1281 1284 rBV 351934 272206 6.85% 0.797%
20 9.833 1310 1317 1321 rBV 258652 213528 5.37% 0.625%

21 9.910 1327 1330 1334 rBV 1288478 1206498 30.34% 3.534%

22 10.063 1352 1356 1359 rBv4 28756 40986 1.03% 0.120%
23 10.116 1362 1365 1369 rVB3 41216 53023 1.33% 0.155%
24 10.157 1369 1372 1376 rBV3 57394 64633 1.63% 0.189%
25 10.310 1395 1398 1399 rBV 43906 41004 1.03% 0.120%

26 10.333 1399 1402 1405 rVB 272714 215960 5.43% 0.633%
27 10.551 1435 1439 1446 rVB 73650 94425 2.37% 0.277%
28 10.704 1461 1465 1468 rBV 1526222 1497297 37.65% 4 _.386%
29 10.804 1479 1482 1491 rVB 201778 290675 7.31% 0.851%
30 10.957 1504 1508 1512 rBV 47698 53338 1.34% 0.156%

31 11.257 1555 1559 1561 rBV 121550 117835 2.96% 0.345%
32 11.286 1561 1564 1570 rVB2 58749 81346 2.05% 0.238%
33 11.398 1579 1583 1586 rBV 1072388 964603 24.26% 2.825%
34 11.421 1586 1587 1593 rVB2 154845 135078 3.40% 0.396%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021418\

Data File : BF102992.D

Aca On : 14 Feb 2018 16:30 Instrument :
Operator : SJ/JU BNA_F

Sample - J1539-06 ClientSampleld :
Misc - MAIN-ST-LINE-3-EW@4.5
ALS Vial : 17 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF020318.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.680 1628 1631 1637 rVB 81418 62748 1.58% 0.184%
36 11.933 1666 1674 1676 rBV2 43134 89456 2.25% 0.262%
37 12.010 1684 1687 1690 rBV3 39863 49418 1.24% 0.145%
38 12.086 1697 1700 1703 rBV 60618 55753 1.40% 0.163%
39 12.474 1764 1766 1770 rBV2 41019 41033 1.03% 0.120%

40 12.615 1786 1790 1793 rBV 200170 182852 4.60% 0.536%

41 12.845 1823 1829 1832 rBVY 213562 251485 6.32% 0.737%
42 12.986 1848 1853 1856 rBV 2115920 2086606 52.47% 6.112%
43 13.168 1881 1884 1887 rVB2 48979 49022 1.23% 0.144%
44 13.868 2000 2003 2010 rVB3 176735 214674 5.40% 0.629%
45 14.039 2028 2032 2035 rBVY 970914 1019585 25.64% 2.986%

46 14.062 2035 2036 2039 rVB 105346 82944 2.09% 0.243%
47 14.786 2156 2159 2166 rBV2 174216 221313 5.57% 0.648%

48 15.086 2207 2210 2216 rVB 103489 161665 4_.07% 0.474%
49 15.521 2279 2284 2293 rVB 640882 835295 21.01% 2.447%

Sum of corrected areas: 34139898
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021418\
Data File : BF102992.D

Aca On : 14 Feb 2018 16:30

Operator : SJ/JU

Sample : J1539-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

MAIN-ST-LINE-3-EW@4.5

Abundance TIC: BF102992.D
5|50
3500000

3000000
2500000
2000000
1500000
1000000

.15
500000

5.11

6.50

7.03

6.87

7.44

V.51

e T M e

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00

Abundance TIC: BF102992.D

9.23
3500000

3000000
2500000
2000000
8.16 10.70

1500000 9.91

1000000

500000 9.62 g g
: : 42
8.78.89.97 &io g,g@ 10m320)81 10.55 1y 2 11681

12.6212.84

ngRn9 1247

12.99

13.17

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: BF102992.D

3500000

3000000

2500000

2000000

1500000

14.04

1000000
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I
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021418\

Data File : BF102992.D

Aca On : 14 Feb 2018 16:30

Operator : SJ/JU

ﬁ?ggle : J1539-06 MAIN-ST-LINE-3-EW@4.5
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.15 19.00 ng 994577 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 11 (2.151 min): BF102992.D (-6) (-) m/z 73.00 100.00%

n
5000 43
55
87

220 230 240 2.50 2.60

obrrrrerree e 2 e M/Z 43.00  42.88%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl- J\
73
5000 LR AR AR AR AR
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 54.95  32.47%
1l 26 | g w
W'”'P'”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'”I”'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 LN LR AR LR AR L
2.20 2.30 2.40 2.50 2.60
5000 41 55 m/z 86.95 24 .42%
29
Obr e pere el SAN 70 L 97 229
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- R RmamaEEEE EALE

73 220 230 2.40 2.50 2.60
m/z 41.00 13.13%

5000 43
58
29 ﬁ7
L

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 240 2.50 2.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021418\

Data File : BF102992.D

Aca On : 14 Feb 2018 16:30

Operator : SJ/JU

ﬁ?ggle : J1539-06 MAIN-ST-LINE-3-EW@4.5
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9

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

5.11 2.86 ng 149957 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Acetone 58 C3H60 000067-64-1 9
3 Guanidine 59 CH5N3 000113-00-8 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 514 (5.110 min): BF102992.D (-510) (-) m/z 42.95 100.00%
a3
59
5000
101
4.80 500 520 5.40
o...,....,....,..?7.',':...?1..:I,....,....,f.‘?..,...:,|....,. m/z 59.00 60.76%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L RS LS R
59 480 500 520 540
m/z 101.00 20.41%
15 31 101
o \ 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
480 500 520 540
5000 m/z 58.00 19.06%
58
15 27 o
e S S UL SULIULS SUSIIL IS IULILS SULILS LI LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #257: Guanidine R e e ma
43 59 480 500 520 5.40
m/z 41.00 7.06%
5000
28
0"'w"'w'“yﬂ"'ﬁ"'w"'V"'w"'w"'w"'w"'w
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021418\

Data File : BF102992.D

Aca On : 14 Feb 2018 16:30

Operator : SJ/JU

ﬁ?ggle : J1539-06 MAIN-ST-LINE-3-EW@4.5
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 unknown6.65 Concentration Rank 1

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

6.65 69.73 ng 3650890 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 776 (6.651 min): BF102992.D (-770) (-) m/z 132.00 100.00%
32
5000 68
5 e
40 54 75 104 6.40 6.60 6.80 7.00
0 ..,....,....,....:'!..7,:...??.l.' e STl 15 Wl Tm/z 68.00 35.95%
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
5000 67 IR IS L R L
a1 o7 6.40 6.60 6.80 7.00
53 117 m/z 134.00 32.88%
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 o 640 6.60 6.80 7.00
5000 m/z 66.00 24 .20%
78
31 49 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LA L L L L L B
132 6.40 6.60 6.80 7.00
m/z 69.00 13.29%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

8270-BF020318.M Thu Feb 15 10:42:48 2018 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021418\

Data File : BF102992.D

Aca On : 14 Feb 2018 16:30

Operator : SJ/JU

ﬁ?ggle : J1539-06 MAIN-ST-LINE-3-EW@4.5
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Pentadecane Concentration Rank 8

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

9.83 3.54 ng 213528 Acenaphthene-d10 9.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Hexadecane 226 C16H34 000544-76-3 91
3 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 80
4 Tetradecane 198 C14H30 000629-59-4 80
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 72

Abundance Scan 1316 (9.827 min): BF102992.D (-1310) (-) m/z 57.00 100.00%
57
43
5000
99 9.60 9.80 10.00 10.20
o 112 127 141 155 n/z  43.00 66 _00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71396: Pentadecane
57
43
71 g5
5000 S A RN UL B
9.60 9.80 1000 1020
29 99 m/z 71.00 51.73%
Owﬁm‘\ndWWWmmmmm
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 200 250
Abundance
43 ¥
9.60 9.80 10.00 10.20
5000 71 m/z 85.05 30.32%
85
29
o 99 113 127 141 155 169 183 197 226
m/z--> ﬁo Jo éo 8b 160 120 1&0 160 180 200 250
Abundance #125660: Sulfurous acid, 2-ethylhexyl hexyl ester A e e e
57 9.60 9.80 10.00 10.20
m/z 41.00 29.43%
43 71
5000 85
113
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.60 980 1000 1020
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021418\

Data File : BF102992.D

Aca On : 14 Feb 2018 16:30

Operator : SJ/JU

ﬁ?ggle : J1539-06 MAIN-ST-LINE-3-EW@4.5
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Tetradecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.33 3.58 ng 215960 Acenaphthene-d10 9.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Hexadecane 226 C16H34 000544-76-3 86
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 72
4 Tridecane 184 C13H28 000629-50-5 72
5 Pentadecane, 7-methyl- 226 Cl16H34 006165-40-8 64
Abundance Scan 1401 (10.327 min): BF102992.D (-1399) (-) m/z 57.00 100.00%
57
43
5000
149 10.00 10.20 10.40 10.60
ol 1 m/z 43.00 66.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59879: Tetradecane
57
43
71
5000 85 AR A DA
mmmmmmmm
29 m/z 71.10 43.09%
99
oLt L S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 57
10.'00 10.'20 10.'40 10.I60 '
5000 71 m/z 85.00 31.75%
85
29
0 99 113 127 141 155 169 183 197 226
m/z--> 25 Jo éo éo 160 120 150 1&0 1éo 200 250
Abundance #83051: Dodecane, 2-methyl-6-propy!- L L L B BN |
43 57 10.00 10.20 10.40 10.60
- m/z 41.00 26.39%
5000 85
99 140
0 L | 113127 | 154166 182195 226
m/z--> 25 Jo éo éo 160 150 140 1éo 1éo 260 250 1000 1020 1040 1060
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021418\

Data File : BF102992.D

Aca On : 14 Feb 2018 16:30

Operator : SJ/JU

ﬁ?ggle : J1539-06 MAIN-ST-LINE-3-EW@4.5
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.80 6.03 ng 290675 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Heptadecane 240 C17H36 000629-78-7 90
3 Tetracosane 338 C24H50 000646-31-1 86
4 Tetratetracontane 619 C44H90 007098-22-8 83
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 80
Abundance Scan 1481 (10.798 min): BF102992.D (-1479) (-) m/z 57.00 100.00%
57
5000
85 M o I s S
3 127 167 10.40 10.60 10.80 11.00 11.20
o Lo 3 m/z  43.00  70.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #83024: Hexadecane
57
p
5000 AR DU DA DU B
85 mmmmmmumum
29 m/z 71.00 58.00%
ol oy 18 141 169 226
m/z--> 20 45 eb éo 100 120 140 160 180 200 220 240 260 280 300 320 350
Abundance
57
10,40 10.60 10.80 11.00 11.20
5000 g5 m/z 85.00 32.70%
29

113 941 169 196 240

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane T T T
57 10.40 10.60 10.80 11.00 11.20

m/z 41.00 28.07%
5000 85
29 113

o y |11 141 169 197 225 253 281 309 338
Puq”upuquupn.””.”.””.”.u”.u.u”.u.”u.u.”up. R e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10. 40 10 60 10 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021418\

Data File : BF102992.D

Aca On : 14 Feb 2018 16:30

Operator : SJ/JU

ﬁ?ggle : J1539-06 MAIN-ST-LINE-3-EW@4.5
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Heptacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.26 2.44 ng 117835 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Tetradecane 198 C14H30 000629-59-4 86
3 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 86
4 Tetracosane 338 C24H50 000646-31-1 86
5 Pentadecane 212 C15H32 000629-62-9 86
Abundance Scan 1560 (11.263 min): BF102992.D (-1555) (-) m/z 57.00 100.00%
57
5000 85
47127 195 182 11,00 11.20 11.40 11.60
(o} L o m/z 43.00 69.60%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 L UL B B I
85 11.00 11.20 11.40 11.60
m/z 71.00 65.86%
o 290 | || M3 141 169 107 225 253 281 323 351 380
m/z--> 50 100 1éo 200 250 300 350
Abundance
57
11,00 11.20 11.40 11.60
5000 85 m/z 84.95 44 _85%
29
0 113 141 169 198
m/z--> " 50 100 150 200 250 300 350
Abundance #48894. Decane, 2,3,5—trimethy| LI L L LB L
57 11.00 11.20 11.40 11.60
m/z 55.00 33.20%
5000 85
29 141
ob—t u,i.{ - ‘1}% - e —— e
m/z--> 50 100 150 200 250 300 350 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021418\

Data File : BF102992.D

Aca On : 14 Feb 2018 16:30

Operator : SJ/JU

ﬁ?ggle : J1539-06 MAIN-ST-LINE-3-EW@4.5
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Cyclopentadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.87 4.21 ng 214674 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 96
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 1-Heptacosanol 396 C27H560 002004-39-9 91
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 91
Abundance Scan 2003 (13.868 min): BF102992.D (-2000) (-) m/z 57.00 100.00%
g7
1 W
5000
3 139 168 210 234 282 13.60 13.80 14.00 14.20
 — 128 o m/z 55.00 85.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #69584: Cyclopentadecane
55

13,60 13.80 14.00 14.20
m/z 43.00 82.12%

5000

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
97 R R RRREE RS RS S
13.60 13.80 14.00 14.20
5000 m/z 83.00 77.99%
29 125
0 79 154 179196 224 9251269 320
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 R EEEEE RS
83 13.60 13.80 14.00 14.20
m/z 69.05 68.58%
e W"Jﬂw
o \“ ‘ 167 195 222 250 280 308 336
”qnupu.”” ” R R e S R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13 60 13. 80 14. 00 14 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021418\
Data File : BF102992.D

Aca On : 14 Feb 2018 16:30

Operator : SJ/JU

Sample : J1539-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 13-Docosenamide, (Z2)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.79 5.30 ng 221313 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 93
2 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 83
3 Octadecanamide 283 C18H37NO 000124-26-5 72
4 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 64
5 Nonanamide 157 C9H19NO 001120-07-6 53
Abundance Scan 2160 (14.792 min): BF102992.D (-2156) (-) m/z 59.00 100.00%
5000
41
% 14.40 14.60 14.80 15.00 15.20
128149168 217 276 305 ; 2 : : .
ol o 189 710230 210 S 3% 7T /7 55.00  65.72%
m/z--> 50 100 150 200 250 300 350
Abundance #174697: 13-Docosenamide, (2)-
509
41
5000 SR BULI LI BRI I
137 14.40 14.60 14.80 15.00 15.20
83 119 m/z 71.95 62.16%
o || 165 103 221240 263 294 319°%7
m/z--> 50 100 150 200 250 300 350
Abundance
59
14.40 14.60 14.80 15.00 15.20
5000 m/z 43.00 32.23%
41
o8 83 114 136154 184 220 253 o0
m/z--> 50 100 150 200 250 300 350
Abundance #130205: Octadecanamide B B o e
50 14.40 14.60 14.80 15.00 15.20
m/z 41.00 29.66%
5000
4
dis, LU 2 amoae 0 o
R T R R R R S 14.40 14.60 14,80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF021418\

Data File : BF102992.D

Acq On : 14 Feb 2018 16:30

Operator : SJ/JU

a?ggle ; J1539-06 MAIN-ST-LINE-3-EW@4.5
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_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]
Butane, 2-methoxy... 2.15 19.0 ng 994577 1 6.87 1047130 20.0
2-Pentanone, 4-hy... 5.11 2.9 ng 149957 1 6.87 1047130 20.0
unknown6 .65 6.65 69.7 ng 3650890 1 6.87 1047130 20.0
Pentadecane 9.83 3.5 ng 213528 3 9.91 1206500 20.0
Tetradecane 10.33 3.6 ng 215960 3 9.91 1206500 20.0
Hexadecane 10.80 6.0 ng 290675 4 11.40 964603 20.0
Heptacosane 11.26 2.4 ng 117835 4 11.40 964603 20.0
Cyclopentadecane 13.87 4.2 ng 214674 5 14.04 1019590 20.0
13-Docosenamide, ... 14.79 5.3 ng 221313 6 15.52 835295 20.0
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