LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF112318\

Data File : BF110943.D

Aca On - 23 Nov 2018 14:51 Instrument :
Operator : JU/SJ ?:'l\:gﬁ't:Sam ol
3?22'6 i J5999-10 SSSHH1&£A35
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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF110818 .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 2.246 21 27 39 rvB 112185 165023 8.98% 0.608%
2 5.181 521 526 534 rBV 54390 83747 4 .55% 0.309%
3 5.557 586 590 606 rBY 1581845 1661023 90.34% 6.119%
4 6.563 757 761 781 rBVY 1502829 1838617 100.00% 6.773%
5 6.704 781 785 789 rBVY 1928909 1764507 95.97% 6.500%
6 6.934 820 824 831 rBV 464846 402084 21.87% 1.481%
7 7.087 847 850 863 rBVY 1337293 1289606 70.14% 4_.751%
8 7.504 916 921 939 rBVY 1077590 1136705 61.82% 4.187%
9 8.216 1038 1042 1057 rBV 568486 539505 29.34% 1.987%
10 9.287 1220 1224 1233 rBvV 1730290 1664247 90.52% 6.131%

11 9.686 1288 1292 1298 rBV 111930 104320 5.67% 0.384%
12 9.975 1337 1341 1349 rBV2 654585 590170 32.10% 2.174%
13 10.169 1370 1374 1378 rBV3 14235 19737 1.07% 0.073%
14 10.775 1473 1477 1486 rBV 967865 961238 52.28% 3.541%
15 11.475 1592 1596 1602 rBV 579033 560133 30.46% 2.063%

16 11.980 1676 1682 1703 rVB 563177 1018944 55.42% 3.754%
17 12.504 1762 1771 1779 rBV 131149 324636 17.66% 1.196%
18 12.622 1788 1791 1794 rBV2 27129 32363 1.76% 0.119%
19 12.675 1796 1800 1801 rBV3 31589 40800 2.22% 0.150%
20 12.763 1810 1815 1829 rVB 802904 1257075 68.37% 4.631%

21 13.057 1861 1865 1868 rVB 1450307 1322544 71.93% 4.872%
22 13.269 1894 1901 1905 rBV2 123462 257498 14 .00% 0.949%
23 13.327 1905 1911 1919 rVB 330177 643555 35.00% 2.371%
24 13.522 1939 1944 1948 rBV 105142 151357 8.23% 0.558%
25 13.592 1953 1956 1966 rVB 54210 74607 4._.06% 0.275%

26 13.957 2010 2018 2028 rBV 667863 1272770 69.22% 4._.689%
27 14.127 2043 2047 2055 rVB 436088 437699 23.81% 1.612%

28 14.204 2057 2060 2062 rBVZ2 28285 28877 1.57% 0.106%
29 14.239 2063 2066 2069 rVB 57523 55540 3.02% 0.205%
30 14.321 2077 2080 2090 rVB2 60567 89410 4._86% 0.329%

31 14.480 2101 2107 2114 rBV 1010800 1389338 75.56% 5.118%
32 14.545 2114 2118 2121 rBV 130123 126525 6.88% 0.466%
33 14.786 2156 2159 2166 rVB2 34359 51456 2.80% 0.190%
34 14.863 2166 2172 2176 rBV 218102 270985 14.74% 0.998%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF112318\

Data File : BF110943.D

Aca On - 23 Nov 2018 14:51 Instrument :
Operator : JU/SJ gmgigamleM'
3?22'6 i J5999-10 SSSHHl&gA&S
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

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.986 2186 2193 2205 rBV 778370 1351706 73.52% 4_.980%

36 15.210 2226 2231 2235 rBV 275864 322039 17.52% 1.186%
37 15.333 2249 2252 2254 rBV3 19426 25601 1.39% 0.094%
38 15.374 2255 2259 2270 rVB2 67911 158399 8.62% 0.584%
39 15.557 2283 2290 2295 rBV 552117 1014448 55.17% 3.737%
40 15.604 2295 2298 2303 rVV 285230 363841 19.79%% 1.340%

41 15.657 2303 2307 2324 rVB2 266832 442709 24.08% 1.631%
42 16.051 2367 2374 2381 rBVY 222749 373434 20.31% 1.376%
43 16.127 2384 2387 2394 rBV7 15866 32664 1.78% 0.120%
44 16.215 2394 2402 2414 rVB 234014 500030 27.20% 1.842%
45 16.580 2457 2464 2473 rBVY 121748 241144 13.12% 0.888%

46 16.721 2480 2488 2502 rVB7 58195 205201 11.16% 0.756%
47 16.974 2524 2531 2538 rVB 94134 217744 11.84% 0.802%

48 17.198 2563 2569 2575 rVB2 47089 98115 5.34% 0.361%

49 17.880 2677 2685 2690 rBV3 41032 114997 6.25% 0.424%

50 18.939 2859 2865 2870 rBvV4 22936 56602 3.08% 0.209%
Sum of corrected areas: 27145315
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF112318\

Data File : BF110943.D

Aca On : 23 Nov 2018 14:51

Operator : JU/SJ

ﬁ?ggle i J5999-10 SSSI-1116-S-AB-5
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF110943.D
6{70
2% 6.56
1500000 '
7.09
7.50
1000000
500000 6.93
2.25
RN 518 L
T T i B .., B e ]
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF110943.D
9.29
1500000 13.06
10.77
1000000 12.76
8.22 9.97 11.47 11.98
500000
9.69
0 10.17
— T Ty =y = R B — — — ——
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: BF110943.D
1500000
14.48
1000000
14.99
13.96
15.56
500000
15.21 £86 16.086.22
16.
16537 QG.!}Q 748,72 169717 59 17.88 18.¢
r- T e e e
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\BF112318\
Data File : BF110943.D

Aca On : 23 Nov 2018 14:51

Operator : JU/SJ

Sample = J5999-10

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 20

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

2.25 8.21 ng 165023 1,4-Dichlorobenzene-d4 6.93
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 40
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 10
4 Boronic acid. ethvl-. dimethvl e... 102 C4H11B02 007318-82-3 10
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 28 (2.252 min): BF110943.D (-21) (-) m/z 73.10 100.00%
31
5000 43.1
55.0 87.1
2.20 2.30 2.40 2.50 2.60 2.70
O A oL e L e R m/z 43.10 39.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 LA AN U SRR I AR B
43.0 2.20 2.30 2.40 2.50 2.60 2.70
550 87.0 m/z 55.05 28.97%
29.0
G R R A A AN SRS AR RARES RSN LA RARRN SRR RARE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0
2.20 2.30 2.40 2.50 2.60 2.70
5000 41.0 550 m/z 87.10 27 .98%
29.0
o L ‘ Al w ‘ . 99.0 112.0 129.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1877: Acetamide, N-ethyl-
30.0 2.20 2.30 2.40 2.50 2.60 2.70
m/z 41.00 12.84%
5000 43.0 87.0
15.0 72.0
0"W'L'P'M‘“"H'”I”?%g”'J'”I”'H'”'P'”I”'W'”'P'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF112318\

Data File : BF110943.D

Aca On : 23 Nov 2018 14:51

Operator : JU/SJ

ﬁ?ggle i J5999-10 SSSI-1116-S-AB-5
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 unknown6.70 Concentration Rank 1

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

6.70 87.77 ng 1764510 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Xenon 132 Xe 007440-63-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 784 (6.698 min): BF110943.D (-781) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 510 [ 00 % J "ok 6bo 850 7ho
(o} B o e e o o m/z 68.10 45 _36%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 R RS AR AN R
6.40 6.60 6.80 7.00
33.0 105.0 m/z 134.00 31.51%
5.0 %0 460
0! T
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 "ok ok 650 7ho
5000 9go 1160 m/z 66.00 29.89%
0: T "‘l \I\ — "‘Ml — ‘: : Iw‘l“l : "“l : I‘\ \I —— Il5|8|0| —— |:!-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180 N
Abundance #14560: Xenon LSS NI L LA N N B B
182.0 6.40 6.60 6.80 7.00
m/z 69.05 17.93%
5000
66.0
0""|""|'Jl"|""|""|'l" U SN SR IR LR UL SR
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF112318\

Data File : BF110943.D

Aca On : 23 Nov 2018 14:51

Operator : JU/SJ

ﬁ?ggle i J5999-10 SSSI-1116-S-AB-5
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 8
R.T. EstConc Area Relative to ISTD R.T.
11.98 36.38 ng 1018940 Phenanthrene-d10 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 Octadecanoic acid 284 C18H3602 000057-11-4 81

Abundance Scan 1682 (11.980 min): BF110943.D (-1676) (-) m/z 73.00 100.00%

431 73.0

5000

:

213.2 e

157.1 185.2 11.60 11.80 12.00 12.20

01 m/z 43.10 91.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 1290 LA B L L L L L LB L LB}

1160 11.80 12.00 12.20
256.0 m/z 60.00 87.32%

157.0 1g50 213.0

Jﬁ 83.0
ol

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

%

Abundance #84453: Tetradecanoic acid
73.0
R SRR R
43.0 11.60 11.80 12.00 12.20
m/z 57.10 75.29%
5000 129.0
185.0 228.0
97.0
d LA 157.0 ‘
e v M IS BRSME IS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid AR B B mu s o I
73.0 11.60 11.80 12.00 12.20
43.0 m/z 55.10 73.67%
5000 129.0
171.0
97.0 214.0
of e ARl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 60 11. 80 12. 00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF112318\

Data File : BF110943.D

Aca On : 23 Nov 2018 14:51

Operator : JU/SJ

ﬁ?ggle i J5999-10 SSSI-1116-S-AB-5
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Heptacosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.50 11.59 ng 324636 Phenanthrene-d10 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Hexadecane 226 Cl16H34 000544-76-3 91
Abundance Scan 1770 (12.498 min): BF110943.D (-1762) (-) m/z 57.10 100.00%
57.1
5000 \\_““ﬁ_u___//\_,V~J\\AAM~
99.0 RN BN BN U
J || 1411 213.2 12.20 12.40 12.60 12.80
O A e e TR T e o e ot m/z 43.10 65.69%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane
57.0
5000 AR AR BN I
12120 12:40 12.60 12.80
m/z 71.10 62.70%
o159, ll | 1410 183.0 2250 267.0 309.0 3800
m/z--> 50 160 150 260 250 300 350 400 '
Abundance #141426: Heneicosane
57.0
1220 12,40 12.60 12.80
5000 m/z 85.05 41.81%
99.0
0l15.0] . ] | ]\J 141.0 1830 225.0 296.0
m/z--> 50 160 150 200 250 300 350 400 '
Abundance #223851: Hentriacontane T
57.0 12.20 12.40 12.60 12.80
m/z 55.05 26.00%
5000
9.0
ol | ; 141.0 183.0 2250 267.0 309.0 351.0 393.0 436.0
m/z--> 50 100 150 200 250 300 350 400 ' 12120 12.40 12.60 12.80
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\SVOASRVA\HPCHEMI\BNA F\DATA\BF112318\

BF110943.D

23 Nov 2018 14:51

JU/SJ

J5999-10 SSSI-1116-S-AB-5
3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
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 Octadecanoic acid Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.76 44 .88 ng 1257080 Phenanthrene-d10 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 74

Abundance Scan 1815 (12.763 min): BF110943.D (-1810) (-) m/z 43.10 100.00%
43.1 73.0
5000 129.1 \"/\_JL_J
185.2 241.2 AU U AR
1. 157.1 2132 I 284.3 12.40 12.60 12.80 13.00
0 T e e A B m/z 73.00 89.13%
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
43.0,73.0
5000 129.0 R AR EnEE e e
12.40 12.60 12.80 13.00
185.0 m/z 60.00 81.98%
1 - I 30241.0 284.0
ob—— II “.'.|1|'...|..|?:‘L.'.'..l ...l. ———
m/z--> 50 100 150 200 250 300 350
Abundance #95851: Pentadecanoic acid
43.0 ,73.0
12.40 12,60 12.80 13.00
5000 129.0 m/z 57.05 81.12%
199.0 2420
57.0
OJ:S'IOLI ‘; IJ ml(i“ h ul ":llt {. ‘i S — "‘I T
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester B B RRas L
43.0 12.40 12.60 12.80 13.00
m/z 55.10 75.64%
73.0
129.0
185.0213,0241.0
oLl “H X \ o N I T - Y T 11 I e
m/z--> 50 150 200 250 300 350 12. 40 12. 60 12. 80 13 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112318\
Data File : BF110943.D

Aca On : 23 Nov 2018 14:51

Operator : JU/SJ

Sample = J5999-10

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 9-Octadecenamide, (Z)- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.27 11.77 ng 257498 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 91
2 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 50
3 Tetradecanamide 227 C14H29NO 000638-58-4 50
4 Silane. hexvl- 116 C6H16Si 001072-14-6 43
5 trans-2,7-Dimethyl-4,6-octadien-... 154 C10H180 1000281-69-5 43

Abundance Scan 1901 (13.269 min): BF110943.D (-1894) (-) m/z 58.95 100.00%

5d.0

5000
13.00 13.20 13.40 13.60
184.2 208.1  240.2
0 m/z 72.05 70.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59.0
5000
13.00 13.20 13.40 13.60
m/z 55.05 54 .84%
29.0 126.0
o ¥ 154.0 184.0 210.0 238.0 281.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #85011: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydroxy-...
59.0
L
13.00 13.20 13.40 13.60
5000 m/z 41.10 35.68%

83.0 111.0 141.0 170.0 196.0 2290

?

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83608: Tetradecanamide B
59.0 13.00 13.20 13.40 13.60
m/z 43.10 33.54%
- LJ/\\A/\I
290
o H |, 88010701280 1560 1840 2379
'“v“'w“'v“'w“'w“'w“'v“"“"“"“"“"“w'“w'“ LA s S amat e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 00 13. 20 13. 40 13 60

8270-BF110818.M Mon Nov 26 09:43:50 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF112318\

Data File : BF110943.D

Aca On : 23 Nov 2018 14:51

Operator : JU/SJ

ﬁ?ggle i J5999-10 SSSI-1116-S-AB-5
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 3
R.T. EstConc Area Relative to ISTD R.T.
14.48 63.48 ng 1389340 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 2107 (14.480 min): BF110943.D (-2101) (-) m/z 57.10 100.00%

517.1
5000

990.1

14. 20 14.40 14.60 14.80
I 1411 1832

ol l Ay 2 2252 2672 3093 3513 m/z 43.10 61.98%

T T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0

5000 L B e e e e
14 20 14. 40 14. 60 14. 80

99.0 m/z 71.10 61.54%

. 27.I°.| Lid l| | 1410 1830 2250 266,0296.0
ey T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane

57.0

14.20 14.40 14.60 14.80

5000 m/z 85.05 46.62%
99.0
o210 J 3\ | 410 1830 2250 2810 337.0 3940
Lty T T T
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0 14.20 14.40 14.60 14.80

m/z 55.05 22 .60%

5000
99.0
27,0| | 141.0 183.0 2250 267.0 3230  380.0

O ‘...‘.“,H...‘,.... T LA B B B oo TR

T
m/z--> 50 100 150 200 250 300 350 14 20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF112318\

Data File : BF110943.D

Aca On : 23 Nov 2018 14:51

Operator : JU/SJ

ﬁ?ggle i J5999-10 SSSI-1116-S-AB-5
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Hexacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14 .86 12.38 ng 270985 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 2172 (14.863 min): BF110943.D (-2166) (-) m/z 57.10 100.00%

517.1
5000

990.1
14. 60 14.80 15.00 15.20
\ l 1411 1831
ol WA g TA 1831 2250 2809 | ns7 43.10  65.96%

T
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0

5000 LN L L L L L
14.60 14.80 15.00 15.20
990 m/z 71.05 61.57%
ol 1, j y l|.|.941° 1830 2250 2670 3090 __ 367.0
—— el — T
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
14.60 14.80 15.00 15.20
5000 m/z 85.10 43.79%
o } A i d L 1410 1830 *PO680 3080 3520
i T e T
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0 14.60 14.80 15.00 15.20
m/z 55.05 24 .75%
5000
99.0
o 270) | | | tl.\.}410 183.0 2250 267.0 309.0 351.0380.0
il A e L i BAL ST S
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF112318\

Data File : BF110943.D

Aca On : 23 Nov 2018 14:51

Operator : JU/SJ

ﬁ?ggle i J5999-10 SSSI-1116-S-AB-5
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Heptadecane, 9-octyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.21 14 .55 ng 322039 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
Abundance Scan 2231 (15.210 min): BF110943.D (-2226) (-) m/z 57.05 100.00%
57.0
5000
Bl 1o 14.80 15.00 15.20 15.40 15.60
bk Ay S 1832 2302 2810 | hs7 43.05  63.23%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 UL PRI DU BN B

14.80 15.00 15.20 15.40 15.60
m/z 71.10 62.01%

99.0
] ll | | 1410 1830 2300 2810 3230

0..&,....,...!,....,.... T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
57.0
_rl_l_l_l—rl_l_l_l—l_l_l_l_l—rl_l_l_l—rl_l_
14.80 15.00 15.20 15.40 15.60
5000 m/z 85.10 43.67%
99.0
o LAy 141.0 183.0 225.0 267.0 309.0 352.0
T o e o o L A L e e e o
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0 14.80 15.00 15.20 15.40 15.60
m/z 55.05 22.47%
5000
99.0
o | | | 1410 183.0 2250 267.0 309.0 351.0 437.0
B I o B e LA e o B e e ML A B m o T
m/z--> 50 100 150 200 250 300 350 400 14. 80 15. 00 15 20 15. 40 15 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF112318\

Data File : BF110943.D

Aca On : 23 Nov 2018 14:51

Operator : JU/SJ

ﬁ?ggle i J5999-10 SSSI-1116-S-AB-5
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 14 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.56 45.83 ng 1014450 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 2291 (15.563 min): BF110943.D (-2283) (-) m/z 57.10 100.00%

Lh

15. 20 15.40 15.60 15.80
169.2
0 2252 3093 m/z 71.05 61.93%

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl'

5000
15.20 15.40 15.60 15.80
m/z 43.05 59.33%

o 13.0 160.0 225.0 281.0 337.0 304.0
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane
57.0

1520 1540 1560 15.80
5000 m/z 85.10 46 .99Y%

13.0
S ]h“leeozzso 2960
A 280 2250 280
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance L B i e e e

#241528: Tetratetracontane
57.0 15.20 15.40 15.60 15.80
m/z 55.05 21.80%

5000
13.0
]]] 1, ,169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0

e b lhard s L St

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 15 20 15. 40 15.60 15.80

5000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112318\
Data File : BF110943.D

Aca On : 23 Nov 2018 14:51

Operator : JU/SJ

Sample = J5999-10

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 15 2-methyloctacosane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
15.60 16.44 ng 363841 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Hentriacontane 437 C31H64 000630-04-6 90
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 90

Abundance Scan 2297 (15.598 min): BF110943.D (-2295) (-) m/z 57.10 100.00%
57.1
411 mmmmmmmmmm
o...l,...l‘.“-'l1 82 el e+ m/z 43.10 63.67%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
5000 NI BRI DB SRR B
1520 15.40 15.60 15.80 16.00
99.0 m/z 71.10 63.61%
o 280 | | | ﬂ,] 1410 1830 2250 267.0 309.0  365.0304.0
m/z--> 50 100 1%0 " 200 250 300 350
Abundance #202662: Heptacosane
57.0
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
15.20 15.40 15.60 15.80 16.00
5000 m/z 85.10 41 .54%
27,0 ‘990 141.0
oo d (17, 1410 1830 2250 267.0 3230 3800
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane B B B B e
57.0 15.20 15.40 15.60 15.80 16.00
m/z 55.05 26 .73%
5000
99.0
ol L. ].iih | ; 1410 183.0 2250 267.0 309.0  367.0
m/z--> 50 100 1%0 200 250 300 350 ' 1520 15.40 15.60 15.80 16.00

8270-BF110818.M Mon Nov 26 09:43:53 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF112318\

Data File : BF110943.D

Aca On : 23 Nov 2018 14:51

Operator : JU/SJ

ﬁ?ggle i J5999-10 SSSI-1116-S-AB-5
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Hentriacontane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.58 10.89 ng 241144 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Docosane 310 C22H46 000629-97-0 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 2464 (16.580 min): BF110943.D (-2457) (-) m/z 57.10 100.00%

5000

16.20 16.40 16.60 16.80

0 m/z 71.10 63.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57.0
5000 [TTrr[rrrr[rrrrprrrr|m
16.20 16.40 16.60 16.80
99.0 m/z 43.05 61.23%
ol Il | ; 1410 183.0 2250 267.0 309.0 351.0 393.0 436.0
L o o e T R I B e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
R e RER R R
16.20 16.40 16.60 16.80
5000 m/z 85.10 47.92%
99.0
ol d i | | 1410 1830 2250 267.0 309.0 351.0  422.0
L o o e L I e B e
m/z--> 50 100 150 200 250 300 350 400
Abundance #153222: Docosane SR Raw R
57.0 16.20 16.40 16.60 16.80
m/z 55.00 23.97%
5000
99.0
oL ||, |, 1410 1830 225.0 267.0 310.0
e B e R e RS
m/z--> 50 100 150 200 250 300 350 400 16 20 16. 40 16 60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF112318\

Data File : BF110943.D

Aca On : 23 Nov 2018 14:51

Operator : JU/SJ

ﬁ?ggle i J5999-10 SSSI-1116-S-AB-5
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 unknownl6.72 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.72 9.27 ng 205201 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.10-Phenanthroline. 2.9-dimethy... 360 C26H20N2 004733-39-5 35
2 Melatonin. pentafluoropropionvl ... 360 C16H13F5N202 066012-87-1 35
3 Cholan-12-one. 3-hvdroxv-. (3.al... 360 C24H4002 054411-58-4 27
4 4-Allyl-2-methoxvphenvyl 2.2.3.3.... 360 C14H11F703 1000366-95-1 10
5 1,2-Bis(3,4,5-trimethoxyphenyl)e... 360 C20H2406 061240-22-0 9
Abundance Scan 2488 (16.721 min): BF110943.D (-2480) (-) m/z 360.20 100.00%

360.2

43.1

5000 152.1

285.3

i

179.2

16.40 16.60 16.80 17.00

2132 2541

0! L m/z 43.10 57.02%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #190933: 1,10-Phenanthroline, 2,9-dimethyl-4,7-diphenyl-
360.0
5000 LA L L L L L B LB L |

16.40 16.60 16.80 17.00
m/z 152.05  44.24%

180.0
44.0 770 11350 1510 1 214.0240.0 283.0 3160

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #190274: Melatonin, pentafluoropropionyl (spiro(3H-indole...
360.0
213.0 16.40 16.60 16.80 17.00
5000 m/z 41.00 41 .02%
54.0
. . 158. 289.0317.0 L\“/w
(o i
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #190910: Cholan-12-one, 3-hydroxy-, (3.alpha.,5.beta.)- e AREEEEEaSEE
360.0 16.40 16.60 16.80 17.00
m/z 55.10 37.41%
5000
55.0 810 3919 2310
‘w J1®Mmo ‘Pwﬁwo%m
0 ..,....,.L‘..,‘..‘.H. 0P RN TP T I S S T T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 16 40 16 60 16. 80 17. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF112318\

Data File : BF110943.D

Acq On : 23 Nov 2018 14:51

Operator : JU/SJ

3?22'6 i J5999-10 SSSI-1116-S-AB-5
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_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... 2.25 8.2 ng 165023 1 6.93 402084 20.0
unknown6.70 6.70 87.8 ng 1764510 1 6.93 402084 20.0
n-Hexadecanoic acid 11.98 36.4 ng 1018940 4 11.47 560133 20.0
Heptacosane 12.50 11.6 ng 324636 4 11.47 560133 20.0
Octadecanoic acid 12.76 44 .9 ng 1257080 4 11.47 560133 20.0
9-Octadecenamide, ... 13.27 11.8 ng 257498 5 14.13 437699 20.0
Heneicosane 14.48 63.5 ng 1389340 5 14.13 437699 20.0
Hexacosane 14.86 12.4 ng 270985 5 14.13 437699 20.0
Heptadecane, 9-oc... 15.21 14.6 ng 322039 6 15.66 442709 20.0
Octacosane 15.56 45.8 ng 1014450 6 15.66 442709 20.0
2-methyloctacosane 15.60 16.4 ng 363841 6 15.66 442709 20.0
Hentriacontane 16.58 10.9 ng 241144 6 15.66 442709 20.0

6

unknownl6.72 16.72 9.3 ng 205201 15.66 442709 20.0
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