LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021318\

Data File : BF102961.D

Aca On : 13 Feb 2018 15:03 Instrument :

Operator : SJ/JU E?Afs el
- _ lentosampleld :

3?22'6 : J1397-03 CL-01-021218-B

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF020318.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.140 4 9 23 rvVB 774304 991299 23.40% 2.671%
2 3.951 313 317 322 rVB 48939 62637 1.48% 0.169%
3 5.104 510 513 524 rVB 106588 141332 3.34% 0.381%
4 5.493 574 579 582 rBVY 3948338 3974302 93.81% 10.708%
5 6.504 745 751 755 rBVY 3697983 4236501 100.00% 11.414%
6 6.645 770 775 778 rBVY 3960510 3992715 94.25% 10.757%
7 6.869 810 813 817 rBVY 1180677 1017152 24.01% 2.740%
8 7.028 836 840 843 rBVY 3236007 2878610 67.95% 7.756%
9 7.434 904 909 912 rBVY 2644357 2692361 63.55% 7.254%
10 7.504 918 921 935 rVB 38107 51632 1.22% 0.139%

11 8.151 1028 1031 1035 rBV 1522440 1390417 32.82% 3.746%
12 9.228 1209 1214 1217 rBV 4015601 3763346 88.83% 10.139%
13 9.298 1223 1226 1229 rVB 66778 55994 1.32% 0.151%
14 9.616 1277 1280 1283 rBV 343746 307053 7.25% 0.827%
15 9.828 1309 1316 1321 rBV 211510 215855 5.10% 0.582%

16 9.910 1326 1330 1334 rVV 1694964 1506189 35.55% 4._.058%

17 10.151 1368 1371 1375 rBV3 50376 49548 1.17% 0.133%
18 10.328 1399 1401 1404 rVB 237072 193422 4._.57% 0.521%
19 10.551 1432 1439 1441 rBV 68243 91254 2.15% 0.246%

20 10.698 1460 1464 1467 rBV 2472723 2307426 54.47% 6.217%

21 10.804 1479 1482 1492 rVB 206951 234817 5.54% 0.633%

22 11.251 1555 1558 1560 rBV 114116 92974 2.19% 0.250%
23 11.280 1560 1563 1569 rVB3 44768 60673 1.43% 0.163%
24 11.398 1579 1583 1585 rBV 1403707 1346548 31.78% 3.628%
25 11.416 1585 1586 1589 rVB 103403 73347 1.73% 0.198%
26 11.674 1628 1630 1633 rVB 59817 46510 1.10% 0.125%
27 11.910 1665 1670 1679 rBV3 105992 142914 3.37% 0.385%
28 12.080 1697 1699 1705 rVB 49273 43095 1.02% 0.116%
29 12.463 1762 1764 1766 rBV2 89506 93720 2.21% 0.253%
30 12.480 1766 1767 1772 rVB3 83822 73298 1.73% 0.197%

31 12.604 1785 1788 1793 rVB 125048 111126 2.62% 0.299%
32 12.833 1822 1827 1830 rBV 115013 137068 3.24% 0.369%
33 12.974 1847 1851 1855 rBV 2538661 2513249 59.32% 6.771%
34 13.857 1998 2001 2009 rVB 264877 292140 6.90% 0.787%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021318\
Data File : BF102961.D

Aca On : 13 Feb 2018 15:03

Operator : SJ/JU

Sample : J1397-03

Misc :

ALS Vial : 11 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 - 0 Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF020318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.033 2026 2031 2034 rBV 854608 903900 21.34% 2.435%
36 15.068 2205 2207 2211 rBV 40749 56363 1.33% 0.152%

37 15.133 2215 2218 2223 rBV4 36246 48377 1.14% 0.130%
38 15.504 2276 2281 2291 rVB 719975 926983 21.88% 2.498%

Sum of corrected areas: 37116147
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021318\
Data File : BF102961.D

Aca On : 13 Feb 2018 15:03

Operator : SJ/JU

Sample : J1397-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

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

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

Abundance TIC: BF102961.D
4000000 5149 6.565165
7.03

3000000
7.43

2000000

6.87

1000000 b 14

3,95 sl L LU L Jrso

o PGSR BUSNERSR WSS SERE e e e L e S S

I 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 : .
4000000 gl23 TIC: BF102961.D

3000000

10.70 12.97

2000000
9.91

8.15 11.40

9.62
98 10.33 10.80
9.30 J\ "l 10157 1055 4428442 11 671199208 124860128

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 : .
4000000 TIC: BF102961.D

1000000

3000000

2000000

1000000 14.03 15.50

] S s

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\BF021318\
Data File : BF102961.D

Aca On : 13 Feb 2018 15:03

Operator : SJ/JU

Sample : J1397-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.14 19.49 ng 991299 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 9 (2.140 min): BF102961.D (-4) (-) m/z 72.95 100.00%

73
5000 43
55
87

220 230 240 2.50 2.60

Obrrerrereprrrrperere SO 88 | W/Z 43.00  43.40%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 LA IL I L L L L L L L L LB B

2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.00 32.32%
)

0"'I""I""I""'I""I""I""I""I"l"l""'l""l""I""I""I""
m/z--> 0O 10 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 87.00 24 _.29%
29
0 65 97 112 129
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1995: Silane, tetramethyl- T
73 2.20 230 240 2.50 2.60

m/z 40.95 13.82%

5000
43
oLo2 15 2 ] 53 e | 88

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 240 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021318\
Data File : BF102961.D

Aca On : 13 Feb 2018 15:03

Operator : SJ/JU

Sample : J1397-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

5.10 2.78 ng 141332 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 Acetone 58 C3H60 000067-64-1 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 3-Pentanol, 2-methyl- 102 C6H140 000565-67-3 9

Abundance Scan 512 (5.098 min): BF102961.D (-510) (-) m/z 43.00 100.00%
43
59
5000
101 A A
83 : : : :
0...,....,....,..3.6.',|:...?'1..!-1-,....,....,.-...,...:,|....,. m/z 59.00 67.91%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 58.00 20.51%
15 31 101
o | 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 480 500 520 540
5000 m/z 101.00 16.20%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #217: Acetone e R R e
43 480 5.00 5.20 5.40
m/z 40.95 10.47%
5000
58
o B2 3| s
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40

8270-BF020318.M Wed Feb 14 10:12:04 2018 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021318\
Data File : BF102961.D

Aca On : 13 Feb 2018 15:03

Operator : SJ/JU

Sample : J1397-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 3 unknown6.65 Concentration Rank 1

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

6.65 78.51 ng 3992720 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 776 (6.651 min): BF102961.D (-770) (-) m/z 132.00 100.00%
32
5000
68
‘ % " 640 6.60 6.80 7.00
40 4, 54 75 104 - - -
0 ..,....,....,...::-:.‘.‘7,....??.I.' AN 1S My SN [ m/z 134.00 34.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR IS L R L
6.40 6.60 6.80 7.00
3 78 m/z 68.00 30.72%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 640 6.60 6.80 7.00
5000 67 m/z 66.00 20.30%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmﬁwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LA L L L L L B
132 6.40 6.60 6.80 7.00
m/z 96.00 12.05%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021318\
Data File : BF102961.D

Aca On : 13 Feb 2018 15:03

Operator : SJ/JU

Sample : J1397-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 5 Hexadecane Concentration Rank 7

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

9.83 2.87 ng 215855 Acenaphthene-d10 9.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 80
3 Tetradecane 198 C14H30 000629-59-4 72
4 Heneicosane 296 C21H44 000629-94-7 72
5 Pentadecane 212 C15H32 000629-62-9 72

Abundance Scan 1316 (9.828 min): BF102961.D (-1309) (-) m/z 57.00 100.00%
57
43

5000

9.60 9.80 10.00 10.20
m/z 43.00 66.77%

ol 113 127 140 155

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane

5000 n e AAESabls oAk Aa
9.60 9.80 10.00 10.20

29 8 m/z 70.95 48.43%
L Lo 99 1B 127141 155 169 183 197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
43
71 9.60 9.80 10.00 10.20
5000 85 m/z 85.00 29.17%
29 141
% 113 169
O T T e T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59881: Tetradecane
43 57 9.60 9.80 10.00 10.20
m/z 41.00 28.27%
71
5000 85
29
99
ok AL ll L 7 118 127 141 155 169 198
L B LA o o e o e e L LA I e oo e R ERERE SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021318\
Data File : BF102961.D

Aca On : 13 Feb 2018 15:03

Operator : SJ/JU

Sample : J1397-03

Misc :

ALS Vial : 11 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 6 Tetradecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.33 2.57 ng 193422 Acenaphthene-d10 9.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Tridecane 184 C13H28 000629-50-5 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Pentadecane 212 C15H32 000629-62-9 90
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 80
Abundance Scan 1401 (10.328 min): BF102961.D (-1399) (-) m/z 57.00 100.00%
57
43
5000
9 113 10.00 10.20 10.40 10.60
o 126 141 154165 n/z 43.00 66 10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57
43
71
5000 85 SRR AR AR R
mmmmmmmm
29 m/z 71.05 48.31%
OEJW\HM?MMmmm 198
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250
Abundance
43 o7
7 10.'00 10.'20 10.'40 10.I60 '
5000 m/z 85.00 33.32%
85
29
oL 15 99 113 127 141 155 184
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250
Abundance #83023: Hexadecane P T A T T T
57 10.00 10.20 10.40 10.60
43 m/z 41.00 29.78%
71
5000 85
2 99 113
o Y 127 141 155 169 183 197 226
m/z--> ﬁo Jo éo 50 160 150 140 160 180 200 250 1000 1020 1040 1060
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021318\
Data File : BF102961.D

Aca On : 13 Feb 2018 15:03

Operator : SJ/JU

Sample : J1397-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 7 Pentadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.80 3.49 ng 234817 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
4 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 86
5 Bacchotricuneatin c 342 C20H2205 066563-30-2 68

Abundance Scan 1481 (10.798 min): BF102961.D (-1479) (-) 57.00 100.00%

57

43
5000

10. 40 10 60 10. 80 11. 00 11. 20

9 113127141 155

182

0! m/z 43.00 66.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71393: Pentadecane
57
43
71
5000 8 TT T T[T T I T [T T T T[T T TT 7T
S 1040 10.60 10.80 11.00 11.20
29 m/z 71.00 52.70%
99
0 15 \‘ L H\ il Al ‘ 113127 141 155169 183 212
AR e s e o e A LR RS AR SN AR RS REE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43 57
T e T T
10.40 10.60 10.80 11.00 11.20
5000 71 m/z 85.10 34.60%
85
29
o 99 113127141 155160183197 226
T T T e e e T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #100330: 2-Bromo dodecane S B Emaa e e e
57 10.40 10.60 10.80 11.00 11.20
m/z 41.00 30.73%
43 71
5000 85
29 99
113 169
B T e A . Y A - i st
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10. 40 10 60 10. 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021318\
Data File : BF102961.D

Aca On : 13 Feb 2018 15:03

Operator : SJ/JU

Sample : J1397-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 8 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.91 2.12 ng 142914 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Dodecanoic acid 200 C12H2402 000143-07-7 64
5 N-Cyclooct-4-enylacetamide 167 C10H17NO 170952-69-9 38
Abundance Scan 1670 (11.910 min): BF102961.D (-1665) (-) m/z 43.00 100.00%
60 73
5000
o7 129
115 R B SR S S
H“ 1431571711510 23 007 256 11.60 11.80 12.00 12.20
0 m/z 60.00 97 .65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129
11.60 11.80 12.00 12.20
m/z 72.95 90.02%
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 57.00 78.60%
29 a7
115 | 143 199 242
101 185
s 157171 213506
m/z--> 25 Jo 65 éo 160 150 150 160 180 200 220 250 2éo
Abundance #84453: Tetradecanoic acid A e  RE RS T
60 73 11.60 11.80 12.00 12.20
43 m/z 55.00 78.49%
5000 129
. 185 228
01115 | 143,171
0:: III”I‘ H“ \ml} H‘ - |‘||:|I-|57|||||‘||1|99||25L|3||‘||||||||| AR RRREREE
m/z--> 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021318\
Data File : BF102961.D

Aca On : 13 Feb 2018 15:03

Operator : SJ/JU

Sample : J1397-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 10 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.86 6.46 ng 292140 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 1-Heneicosanol 312 C21H440 015594-90-8 91
3 Octacosanol 410 C28H580 000557-61-9 91
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 2002 (13.863 min): BF102961.D (-1998) (-) m/z 57.00 100.00%
o7
83
5000
U DU BN SURIUR SR
153 183 234 13.60 13.80 14.00 14.20
ol 3 207 282 m/z 55.00 94.07%
m/z--> 50 100 150 200 250 300 350
Abundance #151538: 1-Docosene
55
97
5000 U U BN SURIUR SR
29 13.60 13.80 14.00 14.20
‘ L 125 m/z 43.00 80.51%
oL 4 | ,H,‘M‘I M3 %8
m/z--> 50 100 150 200 250 300 350
Abundance
55 83
' 13.60 13.80 14.00 14.20
5000 111 m/z 83.00 77 .45%
29
o 139 167 106 238 266 204
m/z--> §o 160 1éo 260 2éo 360 3éo '
Abundance #215904: Octacosanol B R maE e S
57 13.60 13.80 14.00 14.20
97 m/z 97.00 66.93%
5000
125
0 2?‘ b i A ;153 181 209 236 264 202 322 364 392
m/z--> 5'0 100 150 2(')0 250 300 3&'30 ' 13.|60 13.I80 14.'00 14.'20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021318\
Data File : BF102961.D

Acq On : 13 Feb 2018 15:03

Operator : SJ/JU

Sample - J1397-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

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

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.14 19.5 ng 991299 1 6.87 1017150 20.0
2-Pentanone, 4-hy... 5.10 2.8 ng 141332 1 6.87 1017150 20.0
unknown6 .65 6.65 78.5 ng 3992720 1 6.87 1017150 20.0
Hexadecane 9.83 2.9 ng 215855 3 9.91 1506190 20.0
Tetradecane 10.33 2.6 ng 193422 3 9.91 1506190 20.0
Pentadecane 10.80 3.5 ng 234817 4 11.40 1346550 20.0
n-Hexadecanoic acid 11.91 2.1 ng 142914 4 11.40 1346550 20.0
1-Docosene 13.86 6.5 ng 292140 5 14.03 903900 20.0
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