LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102857.D

Acq On : 8 Feb 2018 15:45

Operator : SJ/JU

Sample - J1469-17

Misc :

ALS Vial : 14 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:\HPCHEM1\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 height area % max. total
1 2.175 10 15 23 rvB 538069 759312 16.08% 1.922%
2 5.122 512 516 523 rVB 123096 162014 3.43% 0.410%
3 5.510 576 582 585 rBV 4358834 4722899 100.00% 11.952%
4 6.516 747 753 765 rBV 4294601 4659627 98.66% 11.792%
5 6.657 772 777 780 rBV 4662190 4522314 95.75% 11.445%
6 6.886 812 816 819 rBV 1605602 1296894 27 .46% 3.282%
7 7.045 838 843 846 rBvV 3310844 3225009 68.28% 8.162%
8 7.451 906 912 915 rBV 2969327 3044027 64.45% 7.704%
9 7.628 938 942 945 rVB 57531 52512 1.11% 0.133%
10 8.169 1030 1034 1037 rBV 2011056 1670804 35.38% 4.228%

11 9.239 1212 1216 1220 rBV 3669840 3569345 75.58% 9.033%
12 9.316 1226 1229 1232 rVB 125150 96383 2.04% 0.244%
13 9.633 1279 1283 1286 rBV 469711 420285 8.90% 1.064%
14 9.845 1311 1319 1322 rBV 309563 279150 5.91% 0.706%
15 9.922 1329 1332 1337 rBV 1592847 1574153 33.33% 3.984%

16 10.169 1371 1374 1378 rVB2 63538 59688 1.26% 0.151%
17 10.345 1402 1404 1407 rVB 310144 225035 4.76% 0.570%
18 10.569 1437 1442 1444 rBV 71883 87652 1.86% 0.222%

19 10.710 1463 1466 1477 rVB 1924692 1984295 42.01% 5.022%
20 10.822 1481 1485 1494 rVB 252703 294988 6.25% 0.747%

21 10.974 1506 1511 1514 rVB2 39015 51955 1.10% 0.131%
22 11.269 1557 1561 1563 rBV 100257 80173 1.70% 0.203%
23 11.410 1581 1585 1589 rBV 1277383 1244869 26.36% 3.150%
24 11.927 1670 1673 1681 rBV 171051 194286 4._.11% 0.492%
25 12.998 1851 1855 1858 rBV 2211570 2060735 43.63% 5.215%

26 13.468 1932 1935 1937 rVB 144156 107402 2.27% 0.272%
27 13.880 2002 2005 2013 rBV 546135 588376 12.46% 1.489%
28 14.051 2030 2034 2038 rBV 1031775 1056223 22.36% 2.673%
29 15.162 2220 2223 2227 rBV 191085 216524 4._.58% 0.548%
30 15.539 2283 2287 2295 rVB 678363 945703 20.02% 2.393%

31 15.998 2362 2365 2370 rVB 197095 261750 5.54% 0.662%

Sum of corrected areas: 39514382
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102857.D

Acqg On : 8 Feb 2018 15:45

Operator : SJ/JU

Sample - J1469-17

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF102857.D
5.51 6.55|66

4000000
7.05

3000000 7.45

2000000
6.89

1000000
2.17

0||||||512|{;||LJL|L|763

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: BF102857.D

4000000
9.24

3000000

13.00
8.17 10.71
9.92

2000000

11.41
1000000

S AN 11.03 13.47

A T T T e R e

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: BF102857.D

4000000

3000000

2000000

14.05

15.54

1000000

o

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102857.D

Acq On : 8 Feb 2018 15:45

Operator : SJ/JU

Sample - J1469-17

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.18 11.71 ng 759312 1,4-Dichlorobenzene-d4 6.89
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 28
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 16
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 16 (2.181 min): BF102857.D (-10) (-) m/z 73.00 100.00%
7B
5000 43 j\
T i 2.20 2.30 2.40 2.50 2.60
Obrprrrrrrr kbl ST 7O L 109 Tm/z 43.00 43.14%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 HUAL NS SRS SRR RARAR AR
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.00 30.37%
I
mz-> 20 30 40 s'o 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 87.00 22.81%
29
0 47 67 || 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl-
7B 2.20 2.30 2.40 2.50 2.60
m/z 41.00 12.66%
5000 43
58
0'w'mW“'w‘“'w'“l“'w'“'w'“l“'w'“'w'“l“'w'“' AN UARRE AR AR AR
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:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102857.D

Acq On : 8 Feb 2018 15:45

Operator : SJ/JU

Sample - J1469-17

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.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 2 2-Hexanol, 2-methyl- Concentration Rank 11

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

5.12 2.50 ng 162014 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 50
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
3 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 Silane, trimethyl- 74 C3H10Si 000993-07-7 9

Abundance Scan 516 (5.122 min): BF102857.D (-512) (-) m/z 43.00 100.00%
a3
59
5000
101
51| 83 | 480 500 520 5.40
Ovrerpreepreeepr et pihe e b e b e e e e m/z 58.95 63.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8346: 2-Hexanol, 2-methyl-
59
5000 AR S LR LR
4.80 500 520 5.40
101 m/z 101.00 16.73%
3 4 69 83
0“w}?v“W““WA?J“bHWH“PHW““V“W““P“'““V“W““V“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43
480 500 520 540
5000 5o m/z 58.00 16.31%
15 101
. 31 51 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #40911: 1,8-Nonanediol, 8-methyl- L L L UL IR |
59 480 500 520 5.40
m/z 41.00 6.76%
5000
43
0 L 8 8 o 123 141 159
mz-> 10 % 30 4 50 6 70 8 % 100 110 120 130 140 1% 160 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102857.D

Acq On : 8 Feb 2018 15:45

Operator : SJ/JU

Sample - J1469-17

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.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 3 unknown6.66 Concentration Rank 1

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

6.66 69.74 ng 4522310 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 778 (6.663 min): BF102857.D (-772) (-) m/z 132.00 100.00%
5000
68
20 54 %6 J 640 6.60 6.80 7.00
o | frer | asus ) m/z 68.00 35.46%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 IS R S UL
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 34.62%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
640 6.60 6.80 7.00
5000 m/z 66.00 24 _48%
33 aa o 105
o 60 80 115
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl o R wa
57 132 6.40 6.60 6.80 7.00
24 m/z 69.00 13.59%
5000 og 0
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S | | I
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:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102857.D

Acq On : 8 Feb 2018 15:45

Operator : SJ/JU

Sample - J1469-17

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.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 Hexadecane Concentration Rank 8

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

9.85 3.55 ng 279150 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 72
3 Tetradecane 198 C14H30 000629-59-4 72
4 Decane, 2,9-dimethyl- 170 C12H26 001002-17-1 64
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 64

Abundance Scan 1320 (9.851 min): BF102857.D (-1311) (-) m/z 57.00 100.00%
57
43
99 113 9.60 9.80 10.00 10.20
o 127 141 155 169 m/z 43.00 68.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43 %7
5000 n IRRE L RN SN B
g5 9.60 9.80 10.00 10.20
29 m/z 71.00 59.48Y%
0 ‘ L L4 ‘ 99 113 127 141 155 169 183 107 226
m/z--> 20 Jo éo 8b 100 150 140 160 180 200 220
Abundance
57
43 71 9.60 9.80 10.00 10.20
5000 g5 m/z 85.05 36.69%
29 141
. % 113 169
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57 9.60 9.80 10.00 10.20
43 m/z 41.00 32.75%
71
5000 85
29
oL 15 J o Lo %9 113 127 141 155 169 198
m/z--> 20 40 éo 80 100 150 140 160 180 200 220 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102857.D

Acq On : 8 Feb 2018 15:45

Operator : SJ/JU

Sample - J1469-17

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.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 7 Tetradecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.82 4.74 ng 294988 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 86
2 Undecane, 2-methyl- 170 C12H26 007045-71-8 83
3 Dodecane, 1-iodo- 296 C12H251 004292-19-7 83
4 Undecane, 3-methyl- 170 C12H26 001002-43-3 80
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 80
Abundance Scan 1485 (10.822 min): BF102857.D (-1481) (-) m/z 57.00 100.00%
57
43 n
5000 85
99 " 1060 10,80 11.00 11.20 |
113 155 185 10.60 10.80 11.00 11.20
o -.-‘..'...:'.,-1.2]7. W o | m/z 43.00 67.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59880: Tetradecane
57
43
71
5000 85 LRI BN BN SO R
10,60 10.80 11.00 11.20
29 m/z 71.00 60 .95%
ol 15 ‘\ A w 113 127 141 155 169 198
miz--> B h s 1 o o 1o 180 26
Abundance
43 57
- 10,60 10.80 11.00 11.20
5000 g5 m/z 85.00 38.06%
29
127
oL 15 9 113 "3y 155 179
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #140552: Dodecane, 1-iodo- T T I T T
57 10.60 10.80 11.00 11.20
71 m/z 91.00 35.99%
5000 43 85
29 99
m/z--> 20 40 6|0 8|O 100 120 140 1('30 180 200 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102857.D

Acq On : 8 Feb 2018 15:45

Operator : SJ/JU

Sample - J1469-17

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.93 3.12 ng 194286 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 Oxalic acid, allyl pentadecyl ester 340 C20H3604 1000309-24-3 18
Abundance Scan 1673 (11.927 min): BF102857.D (-1670) (-) m/z 43.00 100.00%
48 60 73
5000
129
9 115 213 S DU BN BN SN
143157171185 256 11.60 11.80 12.00 12.20
I 199 227
Ol m/z 73.00 95.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 LN BUREUE BN BN BULBN
nmnmnmnm
m/ 59.95 88.29Y%
7Ji 143157171185, 213 ‘ 0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 1160 11.80 12.00 12.20
5000 29 129 m/z 57.00 81.90%
87 15 oh 214
101 143157 | 185
O o o IR B e
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #84452: Tetradecanoic acid R a R mamEE L
60 73 11.60 11.80 12.00 12.20
43 m/z 55.00 80.26%
5000 129
29
ol 15
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:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102857.D

Acq On : 8 Feb 2018 15:45

Operator : SJ/JU

Sample - J1469-17

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.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 9 5-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.88 11.14 ng 588376 Chrysene-d12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 99
2 1-Nonadecene 266 C19H38 018435-45-5 97
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 94
5 Octacosanol 410 C28H580 000557-61-9 91
Abundance Scan 2005 (13.880 min): BF102857.D (-2002) (-) m/z 57.00 100.00%
LA
4
5000
SR AR SN S B
196 153 13.60 13.80 14.00 14.20
N 182 209 234 260279 309 n/z 55.00 93_31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #127769: 5-Eicosene, (E)-
55
83
5000 L I IR IR B
13.60 13.80 14.00 14.20
29 m/z 43.00 89.03%
0 J | 139 167182 209224 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
4 %7 83
13.60 13.80 14.00 14.20
5000 111 m/z 83.00 80.81%
139 266
oL 15 167182 210 238
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol L Bt N B mE ma
13.60 13.80 14.00 14.20
m/z 69.00 70.57%
5000
o 139 167182 210 238 266 294 k“”“”““’““JM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102857.D

Acq On : 8 Feb 2018 15:45

Operator : SJ/JU

Sample - J1469-17

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.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 10 Tridecane, l-iodo- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.16 4.58 ng 216524 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane, 1-iodo- 310 C13H271 035599-77-0 91
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 86
Abundance Scan 2223 (15.162 min): BF102857.D (-2220) (-) m/z 57.00 100.00%
57
5000 85 N,wJL*«J\MMVAﬂ&MNWNNMM~J\&A
141 14.80 15.00 15.20 15.40
ol e 11 169104215 243265 291314 339360 389414 | /5 71.00  65.99%
m/z--> 50 150 200 250 300 350 400
Abundance #152416: Tridecane, 1-iodo-
57
5000 85 U D AL B B
mmmmmmmm
28 183 m/z 43.00 62.59%
0.‘”.“.‘ I ‘l‘.“.‘llu:l‘-?‘..lﬁusuu‘. ——— ....|3:!-0... e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
14.80 15.00 15.20 15.40
5000 85 m/z 85.00 47 .05%
140
ol 37 113 182 505006 wu’ﬁﬂhmeNMJ\MMMWM*%NAkM
L L L UL L L L UL L L L
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane L L L L N L B
57 14.80 15.00 15.20 15.40
m/z 55.00 29.39%
5000 85
29 113
oLl ||| 77,141 169 197 225 253 295 323 367
m/z--> 55 160 1%0 260 250 360 350 460 1480 1500 1520 15%0 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102857.D

Acq On : 8 Feb 2018 15:45

Operator : SJ/JU

Sample - J1469-17

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.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 11 Heneicosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
16.00 5.54 ng 261750 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Heptacosane 380 C27H56 000593-49-7 90
3 Octadecane, 3-methyl- 268 C19H40 006561-44-0 87
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
5 Hexacosane 366 C26H54 000630-01-3 87

Abundance Scan 2365 (15.998 min): BF102857.D (-2362) (-) m/z 57.00 100.00%
7
LRI SRR SRR N B
113 141 15.60 15.80 16.00 16.20 16.40
ok AL J |y 169 107219230 265285 323343365 400 | 1757100 60.76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141424: Heneicosane
57
5000 85 AR SR SRR SRR B
15.60 15.80 16.00 16.20 16.40
m/z 43.00 56.65%
0 2\‘9\ ‘w b1 H‘ 1?‘-311‘\11\1(\39\197 225 253 296
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
15.60 15.80 16.00 16.20 16.40
5000 m/z 85.00 40.17%
85
o 29 113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 400
Abundance #117645: Octadecane, 3-methyl- A B o
57 15.60 15.80 16.00 16.20 16.40
m/z 55.00 20.18%
5000
J 85
239
113
N ,J,JI Lo | e e
m/z--> 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102857.D

Acq On : 8 Feb 2018 15:45

Operator : SJ/JU

Sample - J1469-17

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.M
Quant Title : 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... 2.18 11.7 ng 759312 1 6.89 1296890 20.0
2-Hexanol, 2-methyl- 5.12 2.5 ng 162014 1 6.89 1296890 20.0
unknown6 .66 6.66 69.7 ng 4522310 1 6.89 1296890 20.0
Hexadecane 9.85 3.5 ng 279150 3 9.92 1574150 20.0
Tetradecane 10.82 4.7 ng 294988 4 11.41 1244870 20.0
n-Hexadecanoic acid 11.93 3.1 ng 194286 4 11.41 1244870 20.0
5-Eicosene, (E)- 13.88 11.1 ng 588376 5 14.05 1056220 20.0
Tridecane, 1-iodo- 15.16 4.6 ng 216524 6 15.54 945703 20.0
Heneicosane 16.00 5.5 ng 261750 6 15.54 945703 20.0
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