LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112585.D

Aca On : 15 Feb 2019 18:14

Operator : JU/SJ

Sample : K1484-03

Misc :

ALS Vial : 9 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-BF012519.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 5.045 499 503 514 rBV 52225 74094 2.74% 0.346%
2 5.463 571 574 601 rBVY 1234765 1524863 56.36% 7.123%
3 6.481 743 747 765 rBVY 1557333 1644335 60.78% 7.682%
4 6.610 765 769 780 rVB 1853263 1753904 64.83% 8.193%
5 6.828 803 806 816 rBV 543883 487004 18.00% 2.275%
6 6.986 829 833 847 rBVY 1582150 1357597 50.18% 6.342%
7 7.392 898 902 920 rBV 998782 1043090 38.55% 4.873%
8 8.116 1021 1025 1045 rBV 579331 652226 24.11% 3.047%
9 9.186 1203 1207 1218 rBV 2494832 2210396 81.70% 10.326%
10 9.580 1271 1274 1281 rBV 88110 78729 2.91% 0.368%

11 9.869 1319 1323 1335 rVB 892313 821922 30.38% 3.840%
12 10.663 1454 1458 1470 rBV 1541190 1591452 58.82% 7.435%
13 11.363 1573 1577 1579 rBV 914767 879523 32.51% 4_.109%
14 11.386 1579 1581 1586 rVvVv 102050 103296 3.82% 0.483%

15 11.439 1586 1590 1596 rVvVv 24557 31727 1.17% 0.148%
16 11.874 1660 1664 1673 rBV3 203264 268699 9.93% 1.255%
17 11.980 1679 1682 1685 rBV 35846 35945 1.33% 0.168%
18 12.580 1780 1784 1789 rBV 255434 240210 8.88% 1.122%
19 12.663 1794 1798 1807 rvv2 65239 89750 3.32% 0.419%

20 12.810 1816 1823 1829 rBV 227259 264803 9.79% 1.237%

21 12.945 1841 1846 1849 rBV 2948407 2705509 100.00% 12.639%

22 13.139 1871 1879 1881 rBV 56528 76920 2.84% 0.359%
23 13.204 1887 1890 1893 rBV 44676 37856 1.40% 0.177%
24 13.245 1894 1897 1904 rVB3 24429 32175 1.19% 0.150%
25 13.498 1937 1940 1946 rBV2 35701 39346 1.45% 0.184%

26 13.827 1992 1996 2001 rBV2 156921 176878 6.54% 0.826%
27 14.010 2022 2027 2030 rBV2 999789 1017725 37.62% 4._.754%
28 14.033 2030 2031 2039 rVB 116197 103208 3.81% 0.482%
29 14.121 2043 2046 2048 rBV 29278 33773 1.25% 0.158%
30 14.145 2048 2050 2053 rVB 83955 62833 2.32% 0.294%

31 14.451 2098 2102 2108 rVB2 118207 123399 4._56% 0.576%
32 14.751 2150 2153 2158 rVB 135256 134224 4._.96% 0.627%
33 14.827 2163 2166 2170 rVB 107702 111349 4.12% 0.520%
34 15.062 2202 2206 2207 rBV 107023 133886 4_.95% 0.625%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112585.D

Aca On : 15 Feb 2019 18:14

Operator : JU/SJ

Sample : K1484-03

Misc :

ALS Vial : 9 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\HPCHEM1I\BNA F\METHODS\8270-BF012519.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.086 2207 2210 2215 rVB 189483 218626 8.08% 1.021%
36 15.362 2254 2257 2261 rVB 60637 70959 2.62% 0.331%
37 15.427 2265 2268 2271 rVV 86986 115616 4.27% 0.540%
38 15.462 2271 2274 2275 rVV 117160 136927 5.06% 0.640%
39 15.492 2275 2279 2287 rVB 522460 709804 26.24% 3.316%
40 15.886 2343 2346 2353 rVB 90153 131702 4.87% 0.615%

41 16.386 2427 2431 2436 rVB2 50065 80005 2.96% 0.374%

Sum of corrected areas: 21406285
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\

BF112585.D

15 Feb 2019 18:14

JussJ

K1484-03

9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112585.D

Aca On : 15 Feb 2019 18:14

Operator : JU/SJ

Sample : K1484-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.05 3.04 ng 74094 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 32
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 9

Abundance Scan 504 (5.051 min): BF112585.D (-499) (-) m/z 43.00 100.00%
a3
59
5000
101 o) N A
| 83 480 5.00 520 5.40
Ol e e e e e et || M/Z 59.00  57.63%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LS U RN SRR R
480 5.00 520 5.40
59 m/z 101.10 24.37%
0 21 37, 53,| 67 778 o1 O
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4119: Butyl aldoxime, 3-methyl-, syn-
59
" 480 500 520 540
5000 m/z 58.00 13.38%
86
0 ‘ | 51 1y ?\9 ‘ 101
LRI SRR SR SUL LR S AL FUL LI SURLEL S SULELIL UL S B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime R Rmmma m
43 480 5.00 520 5.40
m/z 41.10 11.51%
5000
101
o 15 253137 [ 5 %8 6 86
miz--> 10 20 30 40 50 60 70 80 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112585.D

Aca On : 15 Feb 2019 18:14

Operator : JU/SJ

Sample : K1484-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 unknown6.61 Concentration Rank 1

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

6.61 72.03 ng 1753900 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 769 (6.610 min): BF112585.D (-765) (-) m/z 132.00 100.00%
5000 68
40 % 620 640 6.60 6.80 7.00
54 : . : : :
o [ | Weus . m/z 68.10 35.62%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RS SRR R
6.0 6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 33.10%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.10 24 .59%
97
‘ ‘ 117
0....‘,‘..“.‘. Ul m.8|8 lwos oo
m/z--> 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl AR LS
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 15.93%
5000 og M°
o -‘-“‘. 89 | gor M 18189
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112585.D

Aca On : 15 Feb 2019 18:14

Operator : JU/SJ

Sample : K1484-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 3
R.T. EstConc Area Relative to ISTD R.T.
11.87 6.11 ng 268699 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 68

Abundance Scan 1663 (11.868 min): BF112585.D (-1660) (-) m/z 73.10 100.00%

43 g0 78
192
5000

11.60 11.80 12.00 12.20
o’ m/z 43.05 88.73%

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 R LI e e e e e
11. 60 11. 80 12. OO 12 20

m/z 60.00 85.47%
213
‘J‘“ 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73
43 L e B e
11.60 11.80 12.00 12.20
5000 - 129 m/z 41.10 83.67%
‘ 143157 214
0...,.1..‘,“ i
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid = S AL A AR
43 60 73 11. 60 11. 80 12. OO 12 20

m/z 192_.10 69.65%

5000 129
29
199
143 157171185 242
o35 | \

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\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112585.D

Aca On : 15 Feb 2019 18:14

Operator : JU/SJ

Sample : K1484-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

12.66 2.04 ng 89750 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 53
3 Pentadecanoic acid 242 C15H3002 001002-84-2 50
4 Dodecanoic acid 200 C12H2402 000143-07-7 50
5 n-Decanoic acid 172 C10H2002 000334-48-5 47

Abundance Scan 1798 (12.663 min): BF112585.D (-1794) (-) m/z 73.00 100.00%

78

5000

12.40 12.60 12.80 13.00

0 m/z 43.10 98.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
57 78
5000 129 L B B e e e

12.I4O 12!60 12.I80 13.I00
m/z 41.10 78.50%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid
73
43 _| R S REEmE s
12.40 12.60 12.80 13.00
5000 m/z 60.05 78.50%
29
0 ..1.5, .‘.‘. .W..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95854: Pentadecanoic acid
43 73 12.40 12.60 12.80 13.00
1 m/z 55.10 69.28%
29
5000
, 129 242
Ottt R REEmEmEm e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112585.D

Aca On : 15 Feb 2019 18:14

Operator : JU/SJ

Sample : K1484-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 6 Tetrapentacontane, 1,54-dib... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.83 3.48 ng 176878 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetrapentacontane. 1.54-dibromo- 915 C54H108Br2 1000156-09-4 76
2 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 76
3 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 70
4 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 64
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 64
Abundance Scan 1996 (13.827 min): BF112585.D (-1992) (-) m/z 57.10 100.00%
57
5000
11 229 e
155 J o81 13.60 13.80 14.00 14.20
OB gy o S5 e e e m/z 43.10 83.70%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
Abundance #243727: Tetrapentacontane, 1,54-dibromo-
57
5000 LI BUULIN UM I B
13.60 13.80 14.00 14.20
IJ m/z 71.10 61.08%
ol | 155197239281323365 415457499541583628670713755 835
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 |
Abundance #143260: 1-Dodecanoal, 2-octyl-
57
13,60 13.80 14.00 14.20
5000 m/z 55.10 58.33%
11
ob 4 11}54196238280
m'z--> 0 55 1601%02602%03603504004%05005%06006%07007%0860 '
Abundance #95994: 1-Decanol, 2-hexy!l- L i
57 13.60 13.80 14.00 14.20

m/z 83.10 57.91%

5000 vthAVMANN%AALMAVWW/AMWJV
11
e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 13 60 13. 80 14. 00 14 20

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112585.D

Aca On : 15 Feb 2019 18:14

Operator : JU/SJ

Sample : K1484-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 7 Dodecane, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .45 2.43 ng 123399 Chrysene-di12 14 .01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2-methvl- 184 C13H28 001560-97-0 87
2 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 86
3 Hexadecane. 1-iodo- 352 C16H33lI 000544-77-4 86
4 Octadecane. l1-iodo- 380 C18H37I 000629-93-6 86
5 Octacosane 394 C28H58 000630-02-4 80
Abundance Scan 2102 (14.451 min): BF112585.D (-2098) (-) m/z 57.10 100.00%
57
5000
3 155 1g0 211 304 14.20 14.40 14.60 14.80
ot 33 228247 266285 /7 71.05 85 110
m/z--> 50 100 150 200 250 300 350
Abundance #48854: Dodecane, 2-methyl-
57
85
5000 LN SIS I BULILL B
1420 14.40 14.60 14.80
29 141 m/z 43.10 70.55%
113 169
0_'_'_IL_~II|IIJI|II|IIII-II|IIIIIIIIIIIIIIIIIIIIIII .
m/z--> 50 100 150 200 250 300 350
Abundance #129502: Nonadecane, 9-methyl-
57
a5 " 14.20 14.40 14.60 14.80
5000 m/z 85.10 61.73%
140
3 113 168
0”,\,",1”1,&! IillAI! . 211 238 |2§|7”|”” .
m/z--> 50 100 150 200 250 300 350
Abundance #184946: Hexadecane, 1-iodo- LI I N L I
57 14.20 14.40 14.60 14.80
m/z 55.10 32.81%
85
5000
225
29 113 14
ol .\ L A e e |
m/z--> 50 100 150 200 250 300 350 1420 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112585.D

Aca On : 15 Feb 2019 18:14

Operator : JU/SJ

Sample : K1484-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Octadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.75 2.64 ng 134224 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
4 Hexacosane 366 C26H54 000630-01-3 87
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 86
Abundance Scan 2153 (14.751 min): BF112585.D (-2150) (-) m/z 57.10 100.00%
57
85
5000
3 141 253 14.40 14.60 14.80 15.00
I .J'..,I'....,.... At Ao e 2 e M/Z 71.10  75.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #105885: Octadecane
57
5000 85 U I UL S UL B
Mmmmmmmm
29 m/z 43.10 70.67%
o L] 13 141 169 197 225 250
m/z--> 2'0 4'0 60 8|0 1(')0 120 140 160 180 200 220 240 260 280 300 32'0 340
Abundance #141426: Heneicosane
57
o 14.40 14.60 14.80 1500
5000 m/z 85.10 56.46%
29 113
N |y 141 169 197 225 253 296
m/z--> 2'0 4'0 6|O 8|0 1(')0 120 140 1('30 180 200 220 240 260 280 300 32'0 340
Abundance #194499: Eicosane, 7-hexyl- A REE BaEEE B
57 14.40 14.60 14.80 15.00
m/z 41.10 25.81%
5000 85
0 3 L L\1%31 141 165182 211 252 281 308 337
m/z--> 2'0 4'0 6|O 8|0 100 120 140 160 180 200 220 240 260 280 300 320 340 14'40 14. 60 14. 80 15. oo '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112585.D

Aca On : 15 Feb 2019 18:14

Operator : JU/SJ

Sample : K1484-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 9 Squalene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.83 3.14 ng 111349 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 87
2 Supraene 410 C30H50 007683-64-9 87
3 3.7.11-Trimethvl-dodeca-2.6.10-t... 236 C15H2402 007548-13-2 78
4 2.6.10.14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 72
5 Cyclopropanecarboxylic acid, 4-i... 204 C13H1602 1000331-01-9 58
Abundance Scan 2166 (14.827 min): BF112585.D (-2163) (-) m/z 69.10 100.00%
g9
41 A —
95 137
14.60 14.80 15.00 15.20
ol | g ALy 176,203 233296282 8 nzz 81.10  48.50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215929: Squalene
69
5000 LN LR UM ML
14.60 14.80 15.00 15.20
41 m/z 41.10 25.00%
o i %5 117 j 161 191 217 244 273 299 341 367 410
m/z--> 50 100 1%0 200 250 300 350 400
Abundance #215928: Supraene
69
1460 14.80 15.00 15.20
5000 m/z 68.05 13.56%
41
95 137
oL gl 317 | 163 191 217 245 273 299 34 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #90765: 3,7,11-Trimethyl-dodeca-2,6,10-trienoic acid R mEEEE RS S
69 14.60 14.80 15.00 15.20
a1 m/z 95.10 12 .82%
5000
J 100121 -
ol L 1149173\ I e
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112585.D

Aca On : 15 Feb 2019 18:14

Operator : JU/SJ

Sample : K1484-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.89 3.71 ng 131702 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Eicosane 282 C20H42 000112-95-8 91
Abundance Scan 2347 (15.892 min): BF112585.D (-2343) (-) m/z 57.10 100.00%
57
5000
13 1560 15.80 16.00 16.20
155 183 207 241 265 . . . :
ol e m/z 71.10 76.97%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 LI IS BN UL S
15.60 15.80 16.00 16.20
m/z 43.10 60.11%
. ZF.| Ll ]11}31 141 169 107 225 253 295 323 367
m/z--> 50 100 1%0 200 250 300 350
Abundance #94346: Heptadecane
57
- 1560 15.80 16.00 16.20
5000 m/z 85.10 57 .62%
29
0 L g J11}31 141 169 107 240
m/z--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane I AEEREE TS
57 15.60 15.80 16.00 16.20
m/z 55.10 26 .69%
85
5000
29
oL 1. J J i J}1131 141,169 197 225 253 338
m/z--> 50 100 150 ﬁ 250 300 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112585.D

Aca On : 15 Feb 2019 18:14

Operator : JU/SJ

Sample : K1484-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Pentadecane, 8-hexyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.39 2.25 ng 80005 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 58
2 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 58
3 Octacosane 394 C28H58 000630-02-4 58
4 Hexadecane 226 C16H34 000544-76-3 58
5 Hexacosane 366 C26H54 000630-01-3 52
Abundance Scan 2432 (16.392 min): BF112585.D (-2427) (-) m/z 57.10 100.00%
57
o 150169191 223245 284 16.00 16.20 16.40 16.60 16.80
ob s e m/z 71.10 68 .84%
m/z--> 50 100 150 200 250 300 350
Abundance #141432: Pentadecane, 8-hexyl-
57
85
5000 AU SR BRI B
16.00 16.20 16.40 16.60 16.80
29 m/z 85.05 51.89%
oLl ddd 1| | .1141 168 l uazoss
m/z--> 50 100 150 200 250 300 350
Abundance #129499: Nonadecane, 9-methyl-
57
- 16.00 16.20 16.40 16.60 16.80
5000 m/z 43.10 50.55%
140
29 168
oL, M I ﬂlll || 197 239 267 \thwwuﬁkﬁw]\wVM»MwMMNVm
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane A B R e
57 16.00 16.20 16.40 16.60 16.80
m/z 55.10 20.19%
5000 85 \rM“NN}*W”W4Mv/\HMﬂﬂvvﬂhvaﬂvv
29
oL M | | M2 141 169 197 205 253 281 309 337 365 394
UL L L L L L L UL L L L L | LA DAL A
m/z--> 50 100 150 200 250 300 350 16.00 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF021519\
Data File : BF112585.D

Acq On : 15 Feb 2019 18:14

Operator : JU/SJ

Sample - K1484-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012519_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]
2-Pentanone, 4-hy... 5.05 3.0 ng 74094 1 6.83 487004 20.0
unknown6.61 6.61 72.0 ng 1753900 1 6.83 487004 20.0
n-Hexadecanoic acid 11.87 6.1 ng 268699 4 11.36 879523 20.0
Octadecanoic acid 12.66 2.0 ng 89750 4 11.36 879523 20.0
Tetrapentacontane... 13.83 3.5 ng 176878 5 14.01 1017730 20.0
Dodecane, 2-methyl- 14 .45 2.4 ng 123399 5 14.01 1017730 20.0
Octadecane 14.75 2.6 ng 134224 5 14.01 1017730 20.0
Squalene 14.83 3.1 ng 111349 6 15.49 709804 20.0
Hexacosane 15.89 3.7 ng 131702 6 15.49 709804 20.0
Pentadecane, 8-he... 16.39 2.3 ng 80005 6 15.49 709804 20.0
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