LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070518\
Data File : BF107136.D

Aca On 5 Jul 2018 19:31

Operator : JU/SJ

Sample : J3853-12

Misc :

ALS Vial : 22 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-BF061918 .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 5.195 481 486 495 rBV 163435 226153 12.81% 1.457%
2 5.595 550 554 572 rVB 1422148 1473118 83.45% 9.493%
3 6.601 719 725 734 rBVY 1337950 1548007 87.69% 9.975%
4 6.731 742 747 750 rBVY 1511929 1499910 84.97% 9.665%
5 6.948 780 784 787 rBV 416909 339516 19.23% 2.188%
6 7.107 806 811 814 rBVY 1288341 1238925 70.18% 7.984%
7 7.519 875 881 884 rBV 903788 1011589 57.31% 6.519%
8 8.231 998 1002 1005 rBV 480095 417796 23.67% 2.692%
9 9.307 1179 1185 1188 rBY 1802304 1765246 100.00% 11.375%
10 9.695 1245 1251 1257 rBV 385697 314468 17.81% 2.026%

11 9.989 1297 1301 1305 rBv2 522982 453520 25.69% 2.922%
12 10.789 1432 1437 1440 rBV 1096191 1021191 57.85% 6.580%
13 11.483 1552 1555 1558 rBV 464307 408013 23.11% 2.629%

14 11.689 1586 1590 1595 rBV3 20164 25267 1.43% 0.163%
15 12.936 1800 1802 1806 rVB2 27370 24103 1.37% 0.155%
16 13.071 1820 1825 1828 rBV 1514119 1492046 84.52% 9.615%
17 13.271 1853 1859 1864 rBV3 29803 40304 2.28% 0.260%
18 13.613 1914 1917 1920 rVB 37573 29728 1.68% 0.192%
19 13.795 1946 1948 1951 rBV 27936 27498 1.56% 0.177%

20 13.942 1970 1973 1979 rVB 107604 111504 6.32% 0.719%

21 14.083 1993 1997 2001 rBV 743018 660877 37.44% 4_.259%
22 14.136 2002 2006 2010 rBV 461689 445488 25.24% 2.871%

23 14.260 2024 2027 2031 rBV 45066 47007 2.66% 0.303%
24 14.583 2077 2082 2086 rBV2 64460 133084 7.54% 0.858%
25 14.801 2116 2119 2124 rVB4 27719 25491 1.44% 0.164%
26 14.889 2131 2134 2140 rVB2 37207 47035 2.66% 0.303%
27 15.042 2157 2160 2166 rVB 58395 67697 3.83% 0.436%
28 15.236 2191 2193 2197 rVB 47114 55177 3.13% 0.356%
29 15.277 2197 2200 2206 rVB4 27213 36259 2.05% 0.234%

30 15.677 2263 2268 2274 rVB 234068 306335 17.35% 1.974%

31 16.095 2336 2339 2343 rVB2 37003 47442 2.69% 0.306%
32 17.548 2581 2586 2594 rVB3 87317 178687 10.12% 1.151%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070518\
Data File : BF107136.D

Aca On 5 Jul 2018 19:31

Operator : JU/SJ

Sample : J3853-12

Misc :

ALS Vial : 22 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

Method
Title

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 15518481
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070518\
Data File : BF107136.D

Aca On 5 Jul 2018 19:31

Operator : JU/SJ

Sample : J3853-12

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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: BF107136.D

6.73
6.60

1500000 5.60
7.11

1000000 752

500000 6.95

5.20

e SNBSS RS EEIE .

—— — 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: BF107136.D

13.07
1500000

10.79
1000000

500000 8.23 9.99 11.48

A
LI B T % =T T === T T T T T T LI B T T

T T T ™ T T
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: BF107136.D

1500000

1000000

14.08

500000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070518\
Data File : BF107136.D

Aca On 5 Jul 2018 19:31

Operator : JU/SJ

Sample : J3853-12

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 3

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

5.20 13.32 ng 226153 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 487 (5.201 min): BF107136.D (-481) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 S R LR B
| 83.0 | 4.80 500 520 5.40 5.60
o 1 Y| O N m/z 59.00 63.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I L UL I
59.0 480 500 520 540 5.60
m/z 101.10 22 .42%
31.0 g30 1010
O T T T T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
o 250 5b0 520 540 560
5000 m/z 58.00 16.64%
20.0 101.0
ol 120 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester T EEae EE e
59.0 480 5.00 5.20 5.40 5.60
m/z 41.00 10.47%
5000 41.0
o Wl 730 1260 1450 A
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 480 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070518\
Data File : BF107136.D

Aca On 5 Jul 2018 19:31

Operator : JU/SJ

Sample : J3853-12

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown6.73 Concentration Rank 1

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

6.73 88.36 ng 1499910 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 747 (6.731 min): BF107136.D (-742) (-) m/z 132.00 100.00%
132.0
5000 68.1
BRSNS
40.0 540 | MQQT-7O 6.40 6.60 6.80 7.00
o ST O N N R - .- M £ I | N m/z 68.10 37.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 DRSS SRR
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 33.43%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 23.06%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- B e
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.14%
5000

63.0
15.0 280 390 520 m 77‘0 90\9 10‘\101160 ‘

m/z--> 10 20 30 40 50 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:\SVOASRV\HPCHEMI\BNA F\DATA\BF070518\
Data File : BF107136.D

Aca On 5 Jul 2018 19:31

Operator : JU/SJ

Sample : J3853-12

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 1-Decanol, 2-hexyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.94 5.01 ng 111504 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 91
2 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 Cvclohexadecane 224 C16H32 000295-65-8 89
5 Cetene 224 C16H32 000629-73-2 86
Abundance Scan 1973 (13.942 min): BF107136.D (-1970) (-) m/z 57.10 100.00%

517.1
5000 .
* _'—I_'_'_'_'—I_'_'_'_'—r'_'_'_'—l_'_'_'_'—l_'

139.1 13.60 13.80 14.00 14.20
m/z 43.10 81.25%

o 183.1 226.1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95994: 1-Decanol, 2-hexyl-

57.0

=

5000 T[T I T[T rr[rrrrprrror
13.60 13.80 14.00 14.20
m/z 71.05 62 .94%
o 139.0 1680 196.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
13.60 13.80 14.00 14.20
5000 83.0 m/z 55.00 54.82%
111.0
29.0

1390 167.0 196.0 224.0 252.0 280.0

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83028: Hexadecane = B
57.0 13.60 13.80 14.00 14.20
m/z 69.05 47 .83%
” T J\M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13 60 13. 80 14. OO 14 20
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO070518\
BF107136.D
5 Jul 2018 19:31
Ju/sJ
J3853-12

22 Sample Multiplier: 1

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexacosane

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
14.26 2.11 ng 47007 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 80
3 Nonadecane 268 C19H40 000629-92-5 80
4 Heptadecane 240 C17H36 000629-78-7 80
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 72

Abundance Scan 2027 (14.260 min): BF107136.D (-2024) (-) m/z 57.05 100.00%
57.0
o L
253.1981 1 14,00 14.20 1440 14.60
0 - m/z 71.05 83.18%
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane
57.0
85.0 14.00 14.20 14.40 14.60
113.0 m/z 43.00 66.86%
0 2%.0‘\\ h \H\ w‘\\ ‘\‘ H‘ . “‘14%'0‘16‘9'0‘19‘7-0‘22‘5.0253,0 295'0 366.0
m/z--> 55 160 1éo 260 2%0 360 3éo
Abundance
57.0
' 14.00 14.20 14.40 1460
5000 85.0 m/z 85.10 58.56%
o 113.0141.0160.0197.0  239967.0204.0323.0352.0
m/z--> 55 160 1%0 260 250 360 3%0
Abundance #117638: Nonadecane A e AN Ra
57.0 14.00 14.20 14.40 14.60
m/z 55.00 28.57%
B T ﬂ.w~j\*,Ag,~Nf\_/»vw~Jﬂ~/\~
29.0
oLl Ly [M3014101600107.09050 2680
m/z--> 5'0 1(')0 150 2(')0 250 300 3&'30 14.'00 14.'20 14.'40 14.|60

8270-BF061918.
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070518\
Data File : BF107136.D

Aca On 5 Jul 2018 19:31

Operator : JU/SJ

Sample : J3853-12

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Pentafluoropropionic acid, ... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.58 5.97 ng 133084 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 81

2 Octacosanol

3 Heptadecvl heptafluorobutvrate
4 1-Heptacosanol

5 Octadecyl trifluoroacetate

410 C28H580
452 C21H35F702
396 C27H560
366 C20H37F302

000557-61-9 81
959085-66-6 81
002004-39-9 81
079392-43-1 81

Abundance Scan 2081 (14.577 min): BF107136.D (-2077) (-) m/z 57.00 100.00%
57.0
5000
7.1
T T T
14111731 21 2gp1 321 397.3 14.20 14.40 14.60 14.80
ob—L L il S Y T A M m/z 71.10 66.73%
m/z--> 50 100 150 200 250 300 350 400
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester
57.0
97.0
5000 LI L L L L L L L L
14.20 14.40 14.60 14.80
m/z 43.10 64.67%
] f T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
97.0 IIIIIIIIIIIIIIIIIIIIIII
14.20 14.40 14.60 14.80
5000 m/z 85.05 47.96%
139.0
o 181.0 222.0 292.0 334.0 392.0
L B e o o o e e B R L e e e e e B
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate R R ma e AR
57.0 14.20 14.40 14.60 14.80
m/z 55.00 41.04%
97.0
5000
169 0
o Il ‘ 137, 9 238.0 283.0 434.0
L e R } T T T
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070518\
Data File : BF107136.D

Aca On 5 Jul 2018 19:31

Operator : JU/SJ

Sample : J3853-12

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 2-methyltetracosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.89 2.11 ng 47035 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvltetracosane 352 C25H52 1000376-72-6 86
2 Hexacosane 366 C26H54 000630-01-3 83
3 2-methvloctacosane 408 C29H60 1000376-72-8 83
4 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 80
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 80
Abundance Scan 2134 (14.889 min): BF107136.D (-2131) (-) m/z 57.00 100.00%
57.0

5000
"128.0 169.1 217.2 267.0 14.60 14.80 15.00 15.20
0 m/z 71.10 71.78%
m/z--> 50 100 150 200 250 300 350
Abundance #185534: 2-methyltetracosane
57.0
5000 LA L L L L L LB
14.60 14. 80 15. 00 15 20
99.0 m/z 43.05 65.04%
Jol h‘ | M ‘\ 410 1830 2250 267.0 3090
e — T R e B B A
m/z--> 50 150 200 250 300 350
Abundance
57.0
R N R
14.60 14.80 15.00 15.20
5000 m/z 85.10 59.94%
99.0
o 141.0 1830 225.0 2610 309.0 367.0
L e e e e B L e e o o e L i e e o
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane R EEEEE S
57.0 14.60 14.80 15.00 15.20
m/z 55.00 22.60%
5000
99.0
o 2&9[ | J | 1410 1830 2250 267.0 309.0  365.0394.0
—— T T R N R
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15. 00 15 20

8270-BF061918_.M Fri Jul 06 12:30:33 2018 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070518\
Data File : BF107136.D

Aca On 5 Jul 2018 19:31

Operator : JU/SJ

Sample : J3853-12

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Octadecanal Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

15.04 4.42 ng 67697 Perylene-di12 15.68

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 90
2 1.19-Eicosadiene 278 C20H38 014811-95-1 80
3 1.16-Hexadecanediol 258 C16H3402 007735-42-4 72
4 E-6-Octadecen-1-ol acetate 310 C20H3802 1000130-94-7 72
5 1,13-Tridecanediol, diacetate 300 C17H3204 042236-70-4 72

Abundance Scan 2160 (15.042 min): BF107136.D (-2157) (-) m/z 57.00 100.00%

5000

138.1 166.0 194.0 239.2 263.1 14.80 15.00 15.20 15.40
ol ALl m/z 82.10 95.01%

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

Abundance #117605: Octadecanal

43. 82.0

14.80 15.00 15.20 15.40
m/z 43.00 86.02%

5000

250.0
1380 166.0 104.0 222.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0
82.0 AU BRI UL SURBALE B
14.80 15.00 15.20 15.40
5000 m/z 55.00 62.75%
20.0 109.0

137.0 166.0 194.0 222.0 250.0 278.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #109264: 1,16-Hexadecanediol EEEE BRI
55.0 14.80 15.00 15.20 15.40

m/z 96.10 61.11%

5000

138.0 166.0 194.0 222.0
e o RS,
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1480 15.00 15.20 15.40

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070518\
Data File : BF107136.D

Aca On 5 Jul 2018 19:31

Operator : JU/SJ

Sample : J3853-12

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Acetic acid, chloro-, octad... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.28 2.37 ng 36259 Perylene-d12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. chloro-. octadecvl ... 346 C20H39CI02 005348-82-3 64
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 58
3 Thienol2.3-d1-1.3-thiaselenol-2-... 238 C5H2S3Se 081803-09-0 56
4 Ethvl _.alpha.-hvdroxvmvristate 272 C16H3203 129086-73-3 52
5 Acetic acid n-octadecyl ester 312 C20H4002 000822-23-1 46
Abundance Scan 2200 (15.277 min): BF107136.D (-2197) (-) m/z 57.00 100.00%
57.0
83.1
5000
223.1 L I e L B B
L | 1481 1851 265.0 355.0 15.00 15.20 15.40 15.60
ob—i m/z 43.00 89.25%
m/z--> 50 100 150 200 250 300 350
Abundance #181284: Acetic acid, chloro-, octadecyl ester

111.0 15.00 15.20 15.40 15.60
m/z 69.05 82.33%

5000

“ 1‘\ 140. 0‘169 0 207 0 250.0 297.0

0 et SN K S
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
= = S
83.0 15.00 15.20 15.40 15.60
5000 m/z 83.10 75.19%
111.0
29.0 139.0 1690 21002380 o0
L T o S L T
m/z--> 50 100 150 200 250 300 350
Abundance #92620: Thieno[2,3-d]-1,3-thiaselenol-2-thione A EEmEEEEE
69.0 15.00 15.20 15.40 15.60
m/z 55.00 69 .03%
238.0 |
5000 B0 s
™ 1940
|
I 1 Y T Y Y o
m/z--> 50 100 150 200 250 300 350 15.00 15,20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070518\
Data File : BF107136.D

Aca On 5 Jul 2018 19:31

Operator : JU/SJ

Sample : J3853-12

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Tridecanol, 2-ethyl-2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.09 3.10 ng 47442 Perylene-d12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 87
2 Hexacosane 366 C26H54 000630-01-3 86
3 Pentacosane 352 C25H52 000629-99-2 86
4 2-methvloctacosane 408 C29H60 1000376-72-8 86
5 Triacontane 422 C30H62 000638-68-6 86
Abundance Scan 2338 (16.089 min): BF107136.D (-2336) (-) m/z 57.05 100.00%
57.0
85.1
5000

211.1239.1 355.1 15.80 16.00 16.20 16.40

113.1 167.0

0 m/z 71.10 63.43%
m/z--> 50 100 150 200 250 300 350
Abundance #96002: Tridecanol, 2-ethyl-2-methyl-
57.0
5000 850 TTT T LR B TTTT

15.80 16.00 16.20 16.40
m/z 85.10 60.74%

113. 0

ob——l b e L ——
miz--> 50 100 150 200 250 300 350
Abundance
57.0
S
15.80 16.00 16.20 16.40
5000 85.0 m/z 43.00 53.28%
29.0 .
. 113.0141.0160.0197.0225.0253.0 295.0323.0  367.0
SN P it e R S S P A
miz--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane R EEEEE S
57.0 15.80 16.00 16.20 16.40
m/z 99.05 20.77%
5000 85.0
113.0
o229 | ] 1101690 2110239.0267.0295.0323.0352.0
b s e S
miz--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070518\
Data File : BF107136.D

Aca On 5 Jul 2018 19:31

Operator : JU/SJ

Sample : J3853-12

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 12 Germanicol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.55 11.67 ng 178687 Perylene-di12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Germanicol 426 C30H500 000465-02-1 53
2 .delta.-Selinene 204 C15H24 028624-23-9 45
3 Naphthalene. 2.3.4.4a.5.6-hexahy... 204 C15H24 000473-14-3 45
4 Naphthalene. 1.2.3.5.6.7.8.8a-oc... 204 C15H24 004630-07-3 44
5 Naphthalene, 1,2,4a,5,8,8a-hexah... 204 C15H24 005951-61-1 41

Abundance Scan 2586 (17.548 min): BF107136.D (-2581) (-) m/z 189.15 100.00%

5000

.

231.2 R B B A I A S SR
271.1 425.4 17.20 17.40 17.60 17.80
T m/z 177.15  71.44%

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #221173: Germanicol
204.0
131.0
5000 LA L L L L L LB L
95.0 17.20 17.40 17.60 17.80
55.0 m/z 204.15 67.96%
: 63. ‘ ‘ 393.0
0 nﬁ‘ﬁn.‘lphﬂtW.2?39.2979.3?9?. 1250
m/z--> 50 100 150 200 250 300 350 400
Abundance
189.0
17.20 17.40 17.60 17.80
50000 410 010 m/z 95.10 42.08%
"7 133.0
O LA i o o L L e e e o O LA
m/z--> 50 100 150 200 250 300 350 400
Abundance #64451: Naphthalene, 2,3,4,4a,5,6-hexahydro-1,4a-dimethyl-... B e e o N EEmms
189.0 17.20 17.40 17.60 17.80
m/z 190.15 36.68%
47.
o...Jm?\fb.,u.ainﬁ.m,..x.!,....,....,....,....,...
m/z--> 50 100 150 200 250 300 350 400 17.20 17.40 17.60 17.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF070518\
Data File : BF107136.D

Acq On 5 Jul 2018 19:31

Operator : JU/SJ

Sample - J3853-12

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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... 5.20 13.3 ng 226153 1 6.95 339516 20.0
unknown6.73 6.73 88.4 ng 1499910 1 6.95 339516 20.0
1-Decanol, 2-hexyl- 13.94 5.0 ng 111504 5 14.14 445488 20.0
Hexacosane 14.26 2.1 ng 47007 5 14.14 445488 20.0
Pentafluoropropio... 14.58 6.0 ng 133084 5 14.14 445488 20.0
2-methyltetracosane 14 .89 2.1 ng 47035 5 14.14 445488 20.0
Octadecanal 15.04 4.4 ng 67697 6 15.68 306335 20.0
Acetic acid, chlo... 15.28 2.4 ng 36259 6 15.68 306335 20.0
Tridecanol, 2-eth... 16.09 3.1 ng 47442 6 15.68 306335 20.0
Germanicol 17.55 11.7 ng 178687 6 15.68 306335 20.0
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