LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF111518\
Data File : BF110804.D

Acq On : 15 Nov 2018 22:29

Operator : JU/SJ

Sample - J5950-14

Misc :

ALS Vial : 22 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 2.240 20 26 34 rvVB 109111 150089 7.13% 0.878%
2 5.187 523 527 537 rBV 53803 86978 4._.13% 0.509%
3 5.563 587 591 608 rBV 2023821 2002482 95.14% 11.716%
4 6.569 757 762 782 rBV 1849811 2102001 99.87% 12.298%
5 6.710 782 786 789 rBV 2276493 2104791 100.00% 12.315%
6 6.939 822 825 832 rBV 436437 358536 17.03% 2.098%
7 7.092 847 851 865 rBV 1647045 1562287 74.23% 9.141%
8 7.504 917 921 932 rBV 1204528 1297256 61.63% 7 .590%
9 7.581 932 934 945 rVB3 20255 34505 1.64% 0.202%
10 8.222 1040 1043 1058 rBV 444475 447984 21.28% 2.621%

11 9.298 1222 1226 1229 rBV 2320406 2010385 95.51% 11.762%
12 9.686 1289 1292 1300 rBV 252301 250797 11.92% 1.467%
13 9.980 1339 1342 1351 rBV2 493904 460592 21.88% 2.695%
14 10.392 1409 1412 1415 rVB 43261 31883 1.51% 0.187%
15 10.775 1474 1477 1490 rBV 1072439 1136728 54.01% 6.651%

16 10.863 1490 1492 1501 rVB 39870 44517 2.12% 0.260%
17 11.480 1593 1597 1609 rBvV 382284 385178 18.30% 2.254%
18 11.980 1679 1682 1695 rBvV 66458 70704 3.36% 0.414%
19 12.768 1813 1816 1826 rBvV2 18841 23575 1.12% 0.138%
20 13.063 1861 1866 1869 rBVY 1624188 1483828 70.50% 8.682%
21 13.933 2011 2014 2027 rBV 62261 75340 3.58% 0.441%
22 14.133 2044 2048 2057 rBV 393643 398493 18.93% 2.331%
23 14.251 2065 2068 2071 rVB 28054 23251 1.10% 0.136%
24 14 .557 2117 2120 2130 rVB 37838 43209 2.05% 0.253%
25 14.874 2170 2174 2180 rBV 43527 47172 2.24% 0.276%
26 15.221 2230 2233 2238 rVB 40935 46704 2.22% 0.273%
27 15.621 2296 2301 2304 rBV 35190 50931 2.42% 0.298%
28 15.662 2304 2308 2316 rVB 192618 276103 13.12% 1.615%
29 16.074 2373 2378 2383 rVB 32379 48928 2.32% 0.286%
30 16.598 2463 2467 2473 rVB3 20629 36594 1.74% 0.214%
Sum of corrected areas: 17091821
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF111518\
Data File : BF110804.D

Acq On : 15 Nov 2018 22:29

Operator : JU/SJ

Sample - J5950-14

Misc :

ALS Vial : 22 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

Abundance TIC: BF110804.D

5.56

2000000
6.57

7.09
1500000
7.50

1000000

500000 6.94

224 s10 |\ LL A t @8

0‘L||||| L S N A N L R AL A AL

T
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: BF110804.D

2000000

13.06
1500000

10.77
1000000

9.98
500000 8.22 11.48

9.69
L k 10.39 .kige 11.98 12.77

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: BF110804.D

2000000
1500000
1000000

500000 14.13

15.66
1393 1425 1456 1487 1522 152 16.07 16.60
I

R L I e ,
Time-->  13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF111518\
Data File : BF110804.D

Acq On : 15 Nov 2018 22:29

Operator : JU/SJ

Sample - J5950-14

Misc :

ALS Vial : 22 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.

2.24 8.37 ng 150089 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 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 33
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12

Abundance Scan 26 (2.240 min): BF110804.D (-20) (-) m/z 73.10 100.00%
3
5000 43
55 87
2.20 2.30 2.40 2.50 2.60
Ol el b e e e e M/Z 43.10  44.04Y%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.10 28.38%
A T
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87
2.20 2.30 2.40 2.50 2.60
5000 41 55 m/z 87.10 25.98%
29
0 47 67 | 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4398: Silane, ethyltrimethyl-
73 2.20 2.30 2.40 2.50 2.60
m/z 41.05 12.67%
5000 59
87
43
0 29 || 53 67 | M 102
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 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 : BF110804.D

Acq On : 15 Nov 2018 22:29

Operator : JU/SJ

Sample - J5950-14

Misc :

ALS Vial : 22 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 4

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

5.19 4.85 ng 86978 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 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 3-Hexanol 102 C6H140 000623-37-0 33
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 528 (5.192 min): BF110804.D (-523) (-) m/z 43.00 100.00%
43
59
5000
101
83 | 4.80 5.00 520 5.40 5.60
ottt e e e m/z 59.10 56.42%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR UL R I
4.80 5.00 520 5.40 5.60
59 m/z 101.00 18.07%
0 21 37| 53 ‘ 67 778 o1 O
miz--> A A S N N
Abundance
43
- 480 500 520 540 560
5000 m/z 58.00 15.03%
29 101
o 15 37 51 73 8 9
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- A R
59 4.80 5.00 520 5.40 5.60
m/z 41.00 8.73%
5000 41
69 87
15 \‘ 53 | 08
0'”I'”'I”"P"W"”I'”'I”"P"W"”I'”'I”"P S SRS RN L L
m/z--> 10 20 60 70 80 90 100 110 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF111518\
Data File : BF110804.D

Acq On : 15 Nov 2018 22:29

Operator : JU/SJ

Sample - J5950-14

Misc :

ALS Vial : 22 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.

6.71 117.41 ng 2104790 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 786 (6.710 min): BF110804.D (-782) (-) m/z 132.00 100.00%
5000 68
40 % J 640 660 6.80 7.00
54 : : : :
o qrer lasus o | Wz 68.10 42.47%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 SR AR AR LA AR
6.40 6.60 6.80 7.00
33 44 105 m/z 134.00 32.84%
60 70
0 P"'I"”I""P'”'I"P§P"I"”I""I”"
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 640 660 680 7.00
5000 gg 116 m/z 66.00 27.73%
0 89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180 N
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R e e  RERa
132 6.40 6.60 6.80 7.00
m/z 69.05 17.62%
117
5000
29 91
27 7 51 65 77 ‘ 105 ‘
0||‘||||‘||“N||“l‘|||‘“|||‘=||“i‘||l‘||l"||||||||||||||||
m/z--> 20 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\BF111518\
Data File : BF110804.D

Acq On : 15 Nov 2018 22:29

Operator : JU/SJ

Sample - J5950-14

Misc :

ALS Vial : 22 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 5 Pentadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.86 2.31 ng 44517 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Tetradecane 198 C14H30 000629-59-4 90
3 Hexadecane 226 C16H34 000544-76-3 83
4 Octadecane 254 C18H38 000593-45-3 78
5 Heptadecane 240 C17H36 000629-78-7 78
Abundance Scan 1492 (10.863 min): BF110804.D (-1490) (-) m/z 57.05 100.00%
57
43
5000 ]
1060 10.80 11.00 11.20
0 m/z 43.05 69.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71394: Pentadecane
a3
5000 71 UL BUUSR BN SURIURE B
85 10.60 10.80 11.00 11.20
29 m/z 71.05 56.11%
o Do bl %9 113 127 141155168 182 212
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250
Abundance
57
43
71 10.60 10.80 11.00 11.20
5000 85 m/z 85.10 44 .11%
29
ol 15 99 113 127 141 155 169 198
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250
Abundance #83023: Hexadecane
57 10.60 10.80 11.00 11.20
43 m/z 41.00 27 .95%
71
5000 85
29
0 | ‘\ Lo ) P sz 141185 169 183 107 226
m/z--> ﬁo Jo éo 50 160 150 140 160 180 200 250 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF111518\
Data File : BF110804.D

Acq On : 15 Nov 2018 22:29

Operator : JU/SJ

Sample - J5950-14

Misc :

ALS Vial : 22 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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.98 3.67 ng 70704 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 59
Abundance Scan 1682 (11.980 min): BF110804.D (-1679) (-) m/z 73.00 100.00%
43 60 73
5000 129
97 115 BRI me e e
143157171185199213 256 11.60 11.80 12.00 12.20 |
(o} m/z 42.95 91.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129
11.60 11.80 12.00 12.20
m/z 60.00 86.68%
ﬂji 143157171185199213
0‘
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 57.10 80.96%
29 87
115 | 143 199 242
101 185
s 157171 213506
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #72643: Tridecanoic acid
43 60 73 11.60 11.80 12.00 12.20
m/z 55.10 75.46%
5000 129
29
oLs L#“ 143157
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 : BF110804.D

Acq On : 15 Nov 2018 22:29

Operator : JU/SJ

Sample - J5950-14

Misc :

ALS Vial : 22 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, cyclobutyl hep... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.93 3.78 ng 75340 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid, cyclobutyl heptadec... 382 C23H4204 1000309-70-7 90
2 Isobutyl tetradecyl carbonate 314 C19H3803 959275-58-2 86
3 2-Ethyl-1-dodecanol 214 C14H300 019780-33-7 86
4 17-Pentatriacontene 491 C35H70 006971-40-0 83
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 81
Abundance Scan 2013 (13.927 min): BF110804.D (-2011) (-) m/z 57.00 100.00%
43 97
83
5000 97
111
125 1360 13.80 14.00 14.20
o} m/z 43.00 85.87%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #203491: Oxalic acid, cyclobutyl heptadecyl ester
55
5000 AU AR UL UL
13.60 13.80 14.00 14.20
4 71 m/z 83.00 62.73%
85
L2 | 7| Mg 283
miz--> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
13.60 13.80 14.00 14.20
5000 m/z 55.00 57 .98%
41 33 97
27 111125139154168 196

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

Abundance #72869: 2-Ethyl-1-dodecanol R R mmaE e
13.60 13.80 14.00 14.20

m/z 71.00 56.83%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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 : BF110804.D

Acq On : 15 Nov 2018 22:29

Operator : JU/SJ

Sample - J5950-14

Misc :

ALS Vial : 22 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 8 Hexacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14 .56 2.17 ng 43209 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Octacosane 394 C28H58 000630-02-4 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Triacontane 422 C30H62 000638-68-6 86
5 Pentacosane 352 C25H52 000629-99-2 86
Abundance Scan 2121 (14.562 min): BF110804.D (-2117) (-) m/z 57.05 100.00%
g7
5000 85
|1T3 141 175 215 324 14.20 14.40 1460 1480
o T L m/z 43.05 68.79%
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane
57
5000 85 L DAL B BRI B B
Mmmmmmmm
113 m/z 71.10 62.26%
0 ?‘9 ‘H ‘\ \“w \‘M ‘\‘ H‘ u‘ 141 169 197 225 253 295 366
m/z--> 55 160 1éo 260 2éo 360 3éo '
Abundance
57
14.20 14.40 14.60 1480
5000 85 m/z 85.10 44 .23%
29 118 441
0 169 197 225 253 281 309 337 365 394
m/z--> 55 160 150 260 250 360 3éo '
Abundance #141426: Heneicosane
57 14.20 14.40 14.60 14.80
m/z 41.00 30.01%
85
5000
29 113
ol L 77,141 369 107 225 253 296
m/z--> 55 100 1éo 260 2éo 360 3éo ' 1450 1440 1460 1J80 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF111518\
Data File : BF110804.D

Acq On : 15 Nov 2018 22:29

Operator : JU/SJ

Sample - J5950-14

Misc :

ALS Vial : 22 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 Eicosane, 10-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

14.87 2.37 ng 47172 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane, 10-methyl- 296 C21H44 054833-23-7 87
2 Heptadecane 240 C17H36 000629-78-7 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Octadecane 254 C18H38 000593-45-3 87
5 Hexacosane 366 C26H54 000630-01-3 87

Abundance Scan 2173 (14.868 min): BF110804.D (-2170) (-) m/z 57.05 100.00%

g7
5000

4 U
141 175193 081 14.60 14.80 15.00 15.20
0! m/z 71.10 60.57%
m'z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141431: Eicosane, 10-methyl-
57
5000 85 LA L L L L L LB
4 14.60 14.80 15.00 15.20
m/z 43.05 56.86%
113 154
o Al ‘ |/ 777 139777189 197 224239 266281296
T T[T T P P T e o e T e o T e e o
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
e
85 14.60 14.80 15.00 15.20
5000 a m/z 85.05 43_10%
ol 25 M3 141 160 197210 240
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane L Bt s o I
57 14.60 14.80 15.00 15.20
m/z 55.10 22 .88%
85
5000
4
113
. 2 | | o[ a0 197 o asae oo
”.“.”,”.w.”.“.”,”.w.”.“.”,”.w.”...” et e
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14,60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF111518\
Data File : BF110804.D

Acq On : 15 Nov 2018 22:29

Operator : JU/SJ

Sample - J5950-14

Misc :

ALS Vial : 22 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 Hentriacontane Concentration Rank 8

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

15.22 3.38 ng 46704 Perylene-d12 15.66

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Pentacosane 352 C25H52 000629-99-2 91

Abundance Scan 2233 (15.221 min): BF110804.D (-2230) (-) m/z 57.10 100.00%
57
5000 85
|113 209 15.00 15.20 15.40 15.60
ol g M""..,a... | | M/Z 43.05 64.75%
miz--> 50 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
5000 85 LA B L L L L L L LB
15.00 1520 15.40 15.60
113 m/z 71.05 61.47%
o | M 1 H d1ﬂ1‘1§9‘197 225 253 281 309 337 365 437
i AV e S & L O -
miz--> 50 150 200 250 300 350 400
Abundance
57
e
15.00 15.20 15.40 15.60
5000 85 m/z 85.05 48.77%
29 113 14
0 169 197 225 253 281 309 337 365 394
e T o S R A s
miz--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane e
57 15.00 15.20 15.40 15.60
m/z 41.00 20.76%
5000 85
113
NEIREY || 141 169 197 225 253 281 309 337 365 393 422
e e R Sl e S
miz--> 50 100 150 200 250 300 350 400 15.00 1520 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF111518\
Data File : BF110804.D

Acq On : 15 Nov 2018 22:29

Operator : JU/SJ

Sample - J5950-14

Misc :

ALS Vial : 22 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 11 Heptacosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
16.07 3.54 ng 48928 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Hexacosane 366 C26H54 000630-01-3 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Heptadecane 240 C17H36 000629-78-7 86
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 86

Abundance Scan 2377 (16.068 min): BF110804.D (-2373) (-) m/z 57.05 100.00%
57
5000 85
13 207 - 15,80 16.00 16,20 16.40
b oy S’ w/z 71.05 . 67.18%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57
5000 85 LI BN UL LR B
15.80 16.00 16.20 16.40
m/z 43.10 61.01%
29 113 141
o |4 ] h H 7 4L 169 197 225 253 281 309 337 380
m/z--> 50 100 1éo 260 250 300 350
Abundance
57
15,80 16.00 16.20 16.40
5000 85 m/z 85.05 47.43%
. 29 13 141 160 197 205 253 205 303 367
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane L It R
57 15.80 16.00 16.20 16.40
m/z 55.00 22 .68%
85
5000
29 113
oL L. | |y 77,141 160 197 225 253 206
m/z--> 50 100 1&'30 200 250 300 350 15.80 16.00 16,20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF111518\
Data File : BF110804.D

Acq On : 15 Nov 2018 22:29

Operator : JU/SJ

Sample - J5950-14

Misc :

ALS Vial : 22 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 Heneicosane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
16.60 2.65 ng 36594 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 58
2 Disulfide, di-tert-dodecyl 402 C24H50S2 027458-90-8 58
3 Silane, trichlorooctadecyl- 386 C18H37CI3Si 000112-04-9 53
4 Hexacosane 366 C26H54 000630-01-3 53
5 Heptadecane 240 C17H36 000629-78-7 53

Abundance Scan 2467 (16.598 min): BF110804.D (-2463) (-) m/z 57.05 100.00%
57
5000 85
1 g5 103 . 1620 1640 16,60 1650 1700
N — Y | O S m/z 71.05 62.69%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 UL DAL B IR
16.20 16.40 16.60 16.80 17.00
m/z 43.00 53.87%
29 113
oL I |14 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
16.20 16.40 16.60 16.80 17.00
5000 85 m/z 85.05 47 .99%
29 113 169
o 139 205 234 374 402
m/z--> 50 100 150 200 250 300 350 400
Abundance #205394: Silane, trichlorooctadecyl- A B o
57 16.20 16.40 16.60 16.80 17.00
m/z 70.00 19.23%
5000
85
29
o J‘ | i, A1}3}§? 175 203 231 259 303 331 357 386
m/z--> 50 100 150 200 250 300 350 400 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 : BF110804.D

Acq On : 15 Nov 2018 22:29

Operator : JU/SJ

Sample - J5950-14

Misc :

ALS Vial : 22 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... 2.24 8.4 ng 150089 1 6.94 358536 20.0
2-Pentanone, 4-hy... 5.19 4.8 ng 86978 1 6.94 358536 20.0
unknown6.71 6.71 117.4 ng 2104790 1 6.94 358536 20.0
Pentadecane 10.86 2.3 ng 44517 4 11.48 385178 20.0
n-Hexadecanoic acid 11.98 3.7 ng 70704 4 11.48 385178 20.0
Oxalic acid, cycl... 13.93 3.8 ng 75340 5 14.13 398493 20.0
Hexacosane 14.56 2.2 ng 43209 5 14.13 398493 20.0
Eicosane, 10-methyl- 14.87 2.4 ng 47172 5 14.13 398493 20.0
Hentriacontane 15.22 3.4 ng 46704 6 15.66 276103 20.0
Heptacosane 16.07 3.5 ng 48928 6 15.66 276103 20.0
Heneicosane 16.60 2.6 ng 36594 6 15.66 276103 20.0
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