LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF111518\
Data File : BF110803.D

Acq On : 15 Nov 2018 22:02

Operator : JU/SJ

Sample - J5950-12

Misc :

ALS Vial : 21 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\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 height area % max. total
1 2.210 17 21 32 rvB 82878 133837 8.11% 0.945%
2 5.169 521 524 542 rBvV 39147 59989 3.64% 0.423%
3 5.557 586 590 612 rBV 1377288 1393924 84.49% 9.839%
4 6.563 757 761 778 rBV 1298316 1464830 88.79% 10.339%
5 6.710 782 786 789 rBV 1718153 1464255 88.75% 10.335%
6 6.940 821 825 832 rBVY 436288 373957 22.67% 2.640%
7 7.092 847 851 868 rvB 1282799 1137077 68.92% 8.026%
8 7.504 917 921 932 rBVY 942451 889792 53.93% 6.280%
9 8.222 1039 1043 1062 rBV 499912 490779 29.75% 3.464%
10 9.298 1222 1226 1235 rBV 1761909 1649816 100.00% 11.645%

11 9.686 1289 1292 1303 rBV 154558 161806 9.81% 1.142%
12 9.980 1339 1342 1352 rBV 560758 514370 31.18% 3.631%

13 10.392 1409 1412 1415 rVB 27417 23348 1.42% 0.165%
14 10.775 1474 1477 1489 rBvV 871932 862476 52.28% 6.088%
15 10.863 1489 1492 1497 rVB 26837 27475 1.67% 0.194%
16 11.480 1593 1597 1609 rVB 443351 456389 27.66% 3.221%
17 11.980 1679 1682 1692 rBV2 74188 76973 4.67% 0.543%
18 12.698 1799 1804 1807 rBV 22681 19641 1.19% 0.139%
19 12.769 1811 1816 1820 rBV2 22418 26882 1.63% 0.190%
20 12.857 1828 1831 1837 rBV2 16563 19464 1.18% 0.137%
21 13.063 1861 1866 1869 rBV 1431441 1354377 82.09% 9.560%
22 13.263 1893 1900 1903 rBV 23563 28048 1.70% 0.198%
23 13.527 1940 1945 1949 rBV 80466 80574 4._.88% 0.569%
24 13.604 1955 1958 1961 rBV 37519 33720 2.04% 0.238%
25 13.933 2011 2014 2020 rBVZ2 85254 96537 5.85% 0.681%
26 14.127 2044 2047 2053 rBV 468205 470197 28.50% 3.319%
27 14.251 2065 2068 2071 rBV 42730 36190 2.19% 0.255%
28 14.557 2116 2120 2124 rBV 54359 51772 3.14% 0.365%
29 14.874 2170 2174 2180 rBV 73332 79143 4._80% 0.559%
30 14.951 2184 2187 2191 rVB2 19285 22699 1.38% 0.160%
31 15.221 2229 2233 2240 rVB 71890 85398 5.18% 0.603%
32 15.615 2296 2300 2303 rBV 60544 76500 4.64% 0.540%
33 15.657 2303 2307 2318 rVB2 234203 339851 20.60% 2.399%
34 16.068 2372 2377 2382 rBV 50498 81328 4._.93% 0.574%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF111518\
Data File : BF110803.D

Acq On : 15 Nov 2018 22:02

Operator : JU/SJ

Sample - J5950-12

Misc :

ALS Vial : 21 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.598 2462 2467 2476 rVB2 30473 59518 3.61% 0.420%
36 17.215 2570 2572 2579 rVB6 13707 24671 1.50% 0.174%

Sum of corrected areas: 14167603
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF111518\

BF110803.D

15 Nov 2018 22:02

JussJ

J5950-12

21 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF110803.D
6,71
1500000
5.56
6.56 7.09
1000000 7.50
500000 6.94
2.21
\_&‘ 5.17 L \\
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: BF110803.D
9(30
1500000 13.06
1000000
10.77
9.98
500000 8.22 11.48
9.69
. u 10.39 10.86 11.98 12200786 || 13.2¢
— T s L e e s Tt R e R A s
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: BF110803.D
1500000
1000000
500000 14.13
15.66
1}%.\??0 13.93 14A.25 14.56 14}@.795 15/.\22 13&2 16.07 16.60 17.22
o A A e e A
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\HPCHEMI1\BNA_F\DATA\BF111518\
Data File : BF110803.D

Acq On : 15 Nov 2018 22:02

Operator : JU/SJ

Sample - J5950-12

Misc :

ALS Vial : 21 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

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.

2.21 7.16 ng 133837 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35
3 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 25
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 21 (2.210 min): BF110803.D (-17) (-) m/z 73.05 100.00%
7B
5000 43
55 87
36, | ‘ 2.20 2.30 2.40 2.50 2.60
b e L L Tmzz 43.05  38.25%
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 A USRI U I AR
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.05 30.90%
0 %9 35 \‘\ ‘ 67 ||, 80
L I SUILIS IUL LIS SRS UL UL LRI SUSILS UL SUL
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance
73
2.20 2.30 2.40 2.50 2.60
5000 m/z 87.05 27 .35%
43
. 5 15 29 46 53 59 66 88
miz--> 0 10 20 30 40 50 60 70 8 90
Abundance #7506: 2-Methyl-5-hexen-3-ol
7B 2.20 2.30 2.40 2.50 2.60
55 m/z 41.00 12.90%
43
5000
15 M\ “ . 81 b S S
0 ”'I"'W'"'I”"I"'W'"'I”"I"'W""I”"I"'
m/z--> 0 10 20 70 80 90 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF111518\
Data File : BF110803.D

Acq On : 15 Nov 2018 22:02

Operator : JU/SJ

Sample - J5950-12

Misc :

ALS Vial : 21 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

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 11

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

5.17 3.21 ng 59989 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9
3 2-Heptanone, 7,7-dichloro- 182 C7H12CI20 066241-43-8 9
4 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 9
5 Diacetamide 101 C4H7NO2 000625-77-4 7

Abundance Scan 524 (5.169 min): BF110803.D (-521) (-) m/z 43.00 100.00%
a3
59
5000
101
| 83 4.80 500 5.20 5.40 5.60
o S ' PO S S m/z 59.00 54.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R R S I
4.80 500 5.20 5.40 5.60
59 101 m/z 101.00 18.77%
0 27 36 | 51 H 67 76 83 o1
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
59
480 500 520 540 560
5000 41 m/z 58.00 16.22%
31
69 P
ol 15 51 98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #47485: 2—Heptanone, 7,7-dichloro- L L L B
43 4.80 500 5.20 5.40 5.60
m/z 41.00 9.38%
58
5000
o 36 | 51 67 75 83 95 103110 131
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 480 500 520 540 560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF111518\
Data File : BF110803.D

Acq On : 15 Nov 2018 22:02

Operator : JU/SJ

Sample - J5950-12

Misc :

ALS Vial : 21 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

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 unknown6.71 Concentration Rank 1

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

6.71 78.31 ng 1464260 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 786 (6.710 min): BF110803.D (-782) (-) m/z 132.00 100.00%
32
5000 68
40 6 640 660 6.80 7.00
54 62| 75 104 : - : -
0....,...:I'!..4.8,!!..,:5'.'.|,..':.,..E.;?,..!.,.'!..,.1.1.5.,....,"...,.. m/z 68.10 39.04%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ISR S AN SRR
6.40 6.60 6.80 7.00
3 78 m/z 134.00 32.47%
133
44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 660 680 7.00
5000 m/z 66.00 25.20%
33 44 g7 105
51 60 70 78 g 115
O R B oL B R L
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 N
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal I AREEREEEsas s
132 6.40 6.60 6.80 7.00
m/z 69.10 15.72%
5000 67
41 97
‘ 53 . 117
o aall | eyl P e | 103110 | 104
m/z--> 30 40 50 60 70 8IO 9'0 100 110 12'0 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF111518\
Data File : BF110803.D

Acq On : 15 Nov 2018 22:02

Operator : JU/SJ

Sample - J5950-12

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.98 3.37 ng 76973 Phenanthrene-d10 11.48
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 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 53
Abundance Scan 1682 (11.980 min): BF110803.D (-1679) (-) m/z 73.00 100.00%
60 7B
5000 129
97 213 O L
LJ“ 1 143157171185 1007 007 o 11.60 11.80 12.00 12.20
0 m/z 43.05 98.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
5000 129 ﬁ"?*4:A“F**q°irfTTﬂﬂ-rrfT1ﬂﬂ
11.60 11.80 12.00 12.20
m/z 60.00 90.22%
143187171185, 213
o} T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11'60 11.80 12.00 12.20
5000 129 m/z 55.10 84.18%
29 87
115 | 143 199 242
101 185
s 157171 213226
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 240 2éo
Abundance #72648: Tridecanoic acid
60 78 11.60 11.80 12.00 12.20
m/z 41.10 75.09%
43
5000
129
29 ‘ 115 171185 214
ok 15“""""\””'”‘ H‘ T”fhlllllllllll:l;sl? ||‘||||‘||1|98|||| e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF111518\
Data File : BF110803.D

Acq On : 15 Nov 2018 22:02

Operator : JU/SJ

Sample - J5950-12

Misc :

ALS Vial : 21 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

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-Octadecenamide, (Z)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.53 3.43 ng 80574 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (2)- 281 C18H35NO0 000301-02-0 91
2 Hexadecanamide 255 C16H33NO 000629-54-9 64
3 Heptanamide, 4-ethyl-5-methyl- 171 C10H21NO 054789-40-1 59
4 7-Nonenamide 155 C9H17NO 090949-53-4 56
5 Octanamide 143 C8H17NO 000629-01-6 53
Abundance Scan 1945 (13.527 min): BF110803.D (-1940) (-) m/z 59.00 100.00%
50
5000
41
83 98112126 1320 13.40 13.60 13.80
140
ol 128 2d 207 m/z 72.00 62.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
509
/\
5000 41 UL SRR LN RS
1320 13.40 13.60 13.80
81 m/z 55.05 36.65%
) 2 8112126140154 170184108 221 238 264 281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
13.20 13.40 13.60 13.80
5000 m/z 41.10 32.37%
43
o 29 86 100114128142156170184198212226240 255
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38995: Heptanamide, 4-ethyl-5-methyl- N N EamEe e S
50 13.20 13.40 13.60 13.80
m/z 43.05 27 .24%
5000
114
0 S|y 7 100 ‘ 128142156171
m/z--> 25 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF111518\
Data File : BF110803.D

Acq On : 15 Nov 2018 22:02

Operator : JU/SJ

Sample - J5950-12

Misc :

ALS Vial : 21 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

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 Oxalic acid, isobutyl hexad... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.93 4.11 ng 96537 Chrysene-d12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 91
2 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
3 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 87
4 Octatriacontyl pentafluoropropio... 697 C41H77F502 1000351-89-1 87
5 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 87
Abundance Scan 2013 (13.927 min): BF110803.D (-2011) (-) m/z 57.10 100.00%
57
5000 83
| i 13.60 13.80 14.00 14.20
ol e m/z 43.10 90.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester
57
5000 AR IS B IR
13.60 13.80 14.00 14.20
29 m/z 55.05 57.47%
Lo \‘ H %9 106224 260
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
83 13.60 13.80 14.00 14.20
5000 m/z 69.05 48.74%
29 111
ol Al I .}%g,%§8.%gf.?%7.2§8... S ——
m/z--> 50 100 150 200 250 300 350 400
Abundance #223732: Tricosy! trifluoroacetate T
57 13.60 13.80 14.00 14.20
o7 m/z 41.00 45.28%
5000
125
0 ??‘ I \ “153 181 210 238 264 294 322 367 418
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20 |
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF111518\
Data File : BF110803.D

Acq On : 15 Nov 2018 22:02

Operator : JU/SJ

Sample - J5950-12

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Hentriacontane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14 .56 2.20 ng 51772 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 87
2 Heneicosane 296 C21H44 000629-94-7 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 86
5 2-methyloctacosane 408 C29H60 1000376-72-8 86
Abundance Scan 2121 (14.563 min): BF110803.D (-2116) (-) m/z 57.05 100.00%
57
5000
113 UL BUNIURN S B
141 175 215 281 14.20 14.40 14.60 14.80
0! m/z 71.10 64 .90%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
5000 85 L DAL BB BRI B B
14.20 14.40 14.60 14.80
113 m/z 43.10 60.19%
m/z--> 6 éo 1éo 260 2éo 360 3%0 460 !
Abundance
57
14:20 14.40 14.60 1480
5000 85 m/z 85.05 49 .06%
29
. 113 141 169 197 225 253 296
m/z--> 6 éo 160 1éo 260 250 360 3%0 460 !
Abundance #194493: Hexacosane L L LI L N L B
57 14.20 14.40 14.60 14.80
m/z 55.00 28.60%
5000 85
. 290 1 1} M3 141 160 107 205 253 295 303 367
m/z--> c') 5'0 1(')0 1éo 2(')0 250 3(')0 3&1;0 4(')0 ! 14'20 14. 40 14. 60 14I80 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF111518\
Data File : BF110803.D

Acq On : 15 Nov 2018 22:02

Operator : JU/SJ

Sample - J5950-12

Misc :

ALS Vial : 21 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

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 Octacosane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.87 3.37 ng 79143 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 2-methyloctacosane 408 C29H60 1000376-72-8 91
5 Tetratetracontane 619 C44H90 007098-22-8 91

Abundance Scan 2173 (14.868 min): BF110803.D (-2170) (-) m/z 57.05 100.00%
57
5000 85
113 141 169 14,60 14.80 15.00 15.20
ol A MG LRI 208 28t 743,05 64.38%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane
57
5000 85 LRI B BUEL BRI B
Mmmmmmmm
29 m/z 71.05 57.62%
oLl h i M L ‘141 169,197 225 253 281 309 337 365 394
m/z--> éo 100 150 260 250 360 3%0 460 '
Abundance
57
' 14.60 14.80 15.00 15.20
5000 85 m/z 85.00 42 .04%
113 149
o 169 197 225 253 281 309 337 365 437
m/z--> éo 160 1éo 260 250 360 3%0 460 '
Abundance #194494: Hexacosane TT T T T T T T T T T[T T T T[T TTT
57 14.60 14.80 15.00 15.20
m/z 55.05 26.61%
5000 85
113
L2 || | 777,242 169 197 225 253 205 366
m/z--> éo 160 1éo 260 250 360 3%0 460 ! 14.60 1480 1500 1520

8270-BF110818.M Fri Nov
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF111518\
Data File : BF110803.D

Acq On : 15 Nov 2018 22:02

Operator : JU/SJ

Sample - J5950-12

Misc :

ALS Vial : 21 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

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 4
R.T. EstConc Area Relative to ISTD R.T.
15.22 5.03 ng 85398 Perylene-di12 15.66
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 Hentriacontane 437 C31H64 000630-04-6 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2233 (15.221 min): BF110803.D (-2229) (-) m/z 57.10 100.00%
57
5000 l
113 "' 15.00 15.20 15.40 15.60
155 183
N ..J.ﬂ,....,....,2.“...,..25.‘1.,....,....,...., m/z 43.05 61.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 LRI UL BRI UL R
mmmmmmmm
- 13 m/z 71.10 60.10%
0 \‘ ‘L h H\ h h‘ u‘ 1 \1\169 197 225 253 296
m/z--> 55 100 1%0 260 2%0 360 3%0 460 !
Abundance
57
"' 15.00 15.20 15.40 15.60
5000 g5 m/z 85.05 44 .31%
29
o 113 141 169 197 225 253 281 309 337 365 394
LI N UURLEL LA SN SURLELLI SURLELELN SRR SURLELELAS DU
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane A R e e ST
57 15.00 15.20 15.40 15.60
m/z 55.00 24 .05%
5000
85
29 113 141
0 ‘ ] BTy 169 197 225 253 280 309 351 379 407 436
m/z--> 55 160 1%0 260 250 360 3%0 460 ! 1550 1520 1540 1560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF111518\
Data File : BF110803.D

Acq On : 15 Nov 2018 22:02

Operator : JU/SJ

Sample - J5950-12

Misc :

ALS Vial : 21 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

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 Nonahexacontanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.60 3.50 ng 59518 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 86
2 Nonahexacontanoic acid 999 C69H13802 040710-32-5 86
3 Heneicosane 296 C21H44 000629-94-7 86
4 Pentacosane 352 C25H52 000629-99-2 86
5 Octacosane 394 C28H58 000630-02-4 86
Abundance Scan 2467 (16.598 min): BF110803.D (-2462) (-) 57.05 100.00%
g7
5000 W“\/\JLM\/‘/VJ\
27 or 1670 16,40 16,60 1680 1760
ol SRR DRSNS HM m/z 71.10 65.98%
m/z--> 0 100 200 300 400 500 600 700 800 900 1000
Abundance #223852: Hentriacontane
57
5000 AR B B BN
16. 20 16 40 16 60 16. 80 17. 00
m/z 43.05 64 .04%
oL [T 197 300 379
m/z--> 6 160 260 360 460 560 660 700 800 900 1000
Abundance
57
16.20 16.40 16.60 16.80 17.00
5000 m/z 85.10 46.67%
5
o 197 267 350 899 998
m/z--> 6 160 260 360 460 560 660 700 800 900 1000
Abundance #141426: Heneicosane A aE e
57 16.20 16.40 16.60 16.80 17.00
m/z 55.05 28.08%
5000 J
27
0 |J| 1I X 11l 296

|
m/z--> 0 100 200 300 400 500 600 700 800 900 1000 16. 20 16 40 16 60 16. 80 17. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF111518\
Data File : BF110803.D

Acq On : 15 Nov 2018 22:02

Operator : JU/SJ

Sample - J5950-12

Misc :

ALS Vial : 21 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... 2.21 7.2 ng 133837 1 6.94 373957 20.0
2-Pentanone, 4-hy... 5.17 3.2 ng 59989 1 6.94 373957 20.0
unknown6.71 6.71 78.3 ng 1464260 1 6.94 373957 20.0
n-Hexadecanoic acid 11.98 3.4 ng 76973 4 11.48 456389 20.0
9-Octadecenamide, ... 13.53 3.4 ng 80574 5 14.13 470197 20.0
Oxalic acid, isob... 13.93 4.1 ng 96537 5 14.13 470197 20.0
Hentriacontane 14_.56 2.2 ng 51772 5 14.13 470197 20.0
Octacosane 14.87 3.4 ng 79143 5 14.13 470197 20.0
Heneicosane 15.22 5.0 ng 85398 6 15.66 339851 20.0
Nonahexacontanoic... 16.60 3.5 ng 59518 6 15.66 339851 20.0
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