LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103730.D

Aca On : 17 Mar 2018 9:00

Operator : JU/SJ

Sample : J1947-03

Misc :

ALS Vial : 31 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-BF031518.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 2.334 36 42 50 rvB 181043 250268 4_.97% 0.589%
2 5.228 530 534 543 rVB 187527 272461 5.41% 0.641%
3 5.604 591 598 601 rBY 3987703 4889566 97.03% 11.501%
4 5.916 648 651 658 rVB 177924 167387 3.32% 0.394%
5 6.598 760 767 770 rBVY 3839217 5038977 100.00% 11.852%
6 6.745 786 792 795 rBV 4365829 4783959 94.94% 11.252%
7 6.969 827 830 834 rBY 1277074 1101646 21.86% 2.591%
8 7.134 853 858 861 rBY 3599368 3725480 73.93% 8.763%
9 7.539 920 927 930 rBVY 2862371 3129615 62.11% 7.361%
10 8.251 1044 1048 1052 rBV 1690623 1451378 28.80% 3.414%

11 9.328 1225 1231 1234 rBV 4580425 4730185 93.87% 11.126%
12 9.716 1293 1297 1300 rBV 581307 432044 8.57% 1.016%
13 9.928 1330 1333 1336 rVB 134074 102623 2.04% 0.241%
14 10.010 1343 1347 1351 rBV 1669772 1441509 28.61% 3.391%
15 10.428 1415 1418 1421 rVB 182645 130659 2.59% 0.307%

16 10.645 1450 1455 1458 rBV 43981 60755 1.21% 0.143%
17 10.804 1477 1482 1485 rBV 2580398 2480931 49.23% 5.835%
18 10.898 1496 1498 1509 rVB 122618 146884 2.91% 0.345%
19 11.351 1572 1575 1578 rBV 76043 61938 1.23% 0.146%
20 11.504 1597 1601 1604 rBV 1415710 1198848 23.79% 2.820%

21 11.527 1604 1605 1609 rVB2 116508 70306 1.40% 0.165%
22 12.016 1683 1688 1697 rBV2 202495 260959 5.18% 0.614%
23 12.121 1702 1706 1713 rVB3 33871 55497 1.10% 0.131%

24 12.721 1804 1808 1813 rBV 189302 170632 3.39% 0.401%
25 12.898 1835 1838 1841 rVB 146548 112192 2.23% 0.264%

26 12.951 1844 1847 1850 rVB 171905 133630 2.65% 0.314%
27 13.092 1866 1871 1874 rBV 3354318 3281401 65.12% 7.718%
28 13.604 1955 1958 1961 rVB 84626 66957 1.33% 0.157%
29 13.804 1989 1992 1996 rVB 92232 89910 1.78% 0.211%
30 13.974 2018 2021 2029 rVB 466743 443035 8.79% 1.042%

31 14.157 2047 2052 2055 rBV 1085823 1063525 21.11% 2.502%
32 14.621 2128 2131 2138 rBv4 88333 124560 2.47% 0.293%
33 15.233 2232 2235 2239 rBV 61895 96760 1.92% 0.228%
34 15.298 2243 2246 2249 rBV 50067 53672 1.07% 0.126%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103730.D

Aca On : 17 Mar 2018 9:00

Operator : JU/SJ

Sample : J1947-03

Misc :

ALS Vial : 31 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:\HPCHEM1I\BNA F\METHODS\8270-BF031518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.698 2309 2314 2324 rVB 573125 795052 15.78% 1.870%

36 16.227 2401 2404 2411 rVB6 49634 99886 1.98% 0.235%

Sum of corrected areas: 42515087
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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

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF031618\
BF103730.D

17 Mar 2018 9:00

Ju/sJ

J1947-03

31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BF103730.D

5.60 6.60

6.97

2.33 5.23 5.92

7.13

7.54

0=
Time-->

2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00

Abundance

4000000

3000000

2000000

1000000

TIC: BF103730.D
933

10.80

8.25 10.01
11.50

9.72

13.09

9.9 1%431Q§ﬂ&3§0 11.381.53 1?@312 12.723289 13.6(

0

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

3000000

2000000

1000000

TIC: BF103730.D

14.16

16.23

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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103730.D

Aca On : 17 Mar 2018 9:00

Operator : JU/SJ

Sample : J1947-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 5

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

2.33 4_.54 ng 250268 1,4-Dichlorobenzene-d4 6.97
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 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
4 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 17
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17

Abundance Scan 41 (2.328 min): BF103730.D (-36) (-) m/z 73.05 100.00%
7B
5000 /\
43 55 87 D
| 81 220 240  2.60
Obrr e e el Sk e e e || M7z 43.05 31.53%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 LN S
43 220 240  2.60 '
87 m/z 54.95 25.62%
o M\\ 37\\\ 49 67 101
mz> 20 30 40 50 60 70 80 80 100 110 120 130
Abundance
73
87 L S
220 240  2.60
5000 a1 55 m/z 87.10 24 .60%
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- e e
73 220 240  2.60

m/z 41.00 12 _.95%

5000 43

58

29 8(

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 240 2.60

o
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103730.D

Aca On : 17 Mar 2018 9:00

Operator : JU/SJ

Sample : J1947-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 4

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

5.23 4.95 ng 272461 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 534 (5.228 min): BF103730.D (-530) (-) m/z 43.00 100.00%
43
59
5000
T 450 550 520 540 860
83 : : : : :
0....,....','....'-|,....,-....-,|....,....,....,....,....,2.0.7.. m/z 59.00 55.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR S I
59 480 5.00 520 540 5.60
m/z 101.00 19.89%
15 4 101
0 wl ol " 83 \‘
LA S SR SULELEL SURLIL UL DAL BRI UL SN SN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
480 500 520 540 560
5000 m/z 58.00 14.72%
101
15 31 %8 69 86
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e REam a L
59 480 5.00 520 5.40 5.60
m/z 41.00 8.77%
5000 41
o Iyl |7 126 14
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103730.D

Aca On : 17 Mar 2018 9:00

Operator : JU/SJ

Sample : J1947-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Ethanol, 2-butoxy- Concentration Rank 7

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

5.92 3.04 ng 167387 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv- 118 C6H1402 000111-76-2 78
2 3.3-Dimethvlbutane-2-o0l 102 C6H140 000464-07-3 36
3 Formic acid. 3.3-dimethvlbut-2-v._.. 130 C7H1402 1000368-20-5 23
4 n-Butvl ether 130 C8H180 000142-96-1 16
5 Propanoic acid, 2,2-dimethyl- 102 C5H1002 000075-98-9 12

Abundance Scan 652 (5.922 min): BF103730.D (-648) (-) m/z 57.10 100.00%
57
5000 45
s T 560 580 6.00 620
3 . . . .
o..,....,....,....',:'-...,..'!:,‘??..,-..'..,...|.,...1.‘,’9...,....,.... m/z 45.00 41.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8821: Ethanol, 2-butoxy-
57
5000 LS UL L L LA
45 560 580 6.00 620
29 87 m/z 41.10 33.56%
0 1\8 \w‘ | 39‘ Lo 51 63 69\ 7\5 190 118
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
45 7
560 580 6.00 620
5000 m/z 87.00 20.19%
29 69 87
39
15 51 102
e R R A UL A R RS RS LSS AR AR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13546: Formic acid, 3,3-dimethylbut-2-yl ester R e
57 5.60 5.80 6.00 6.20
m/z 56.00 7.10%
5000
41 69 87
75
0"|'%$'|"'??""|"H?l""|""|""|""|""|'"'l'l'l's'|"" RS LA RS AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.60 5.80 6.00 6.20

8270-BF031518.M Mon Mar 19 14:35:20 2018 Page: 6



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103730.D

Aca On : 17 Mar 2018 9:00

Operator : JU/SJ

Sample : J1947-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 unknown6.75 Concentration Rank 1

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

6.75 86.85 ng 4783960 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 793 (6.751 min): BF103730.D (-786) (-) m/z 132.00 100.00%
32
5000
68
% 6.40 6.60 6.80 7.00
40 54 75 104 . . . .
o.,....,...:;-:.‘.‘.7,::..??:In.',..'..,..?‘?,..!.,.':..,.1.1?.,....,"...,.. m/z 134.00 34.70%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethy!-
132
117
5000 BRI SR
6.40 6.60 6.80 7.00
29 5 g 9a m/z 68.00 32.61%
N ST N
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 20.99%
41 97
53 . 117
0 '|""|§€'|""|"'§e"'|""|"'§?""|}9§|'"'l%%%'l'"'l'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine B L A
132 6.40 6.60 6.80 7.00
o7 m/z 96.00 13.29%
5000 0
31 52
. W% | T8 | 105 1S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 680 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103730.D

Aca On : 17 Mar 2018 9:00

Operator : JU/SJ

Sample : J1947-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Tetracosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.90 2.45 ng 146884 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Nonadecane 268 C19H40 000629-92-5 86
3 Heneicosane 296 C21H44 000629-94-7 86
4 Hexadecane 226 C16H34 000544-76-3 86
5 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 83
Abundance Scan 1498 (10.898 min): BF103730.D (-1496) (-) m/z 57.00 100.00%
57
5000 85
3 113 141 10.60 10.80 11.00 11.20
0 S P T U m/z 43.05 70.88%
m/z--> 50 100 150 200 250 300
Abundance #175557: Tetracosane
57
5000 85 RN SRR U
10.60 10.80 11.00 11.20
29 m/z 71.05 64 .69%
o L8 160 197 225 253 21 a0 338
m/z--> éo 160 1%0 200 250 300
Abundance
57
o 10.60 10.80 11.00 11.20
5000 m/z 85.05 41 .21%
29
o 113 141 169 197 268
s A R P I |
Abundance #141425: Heneicosane R B R
57 10.60 10.80 11.00 11.20
m/z 41.00 32.50%
5000 85
29 J
o122 | I L M 14 169 197 225 253 296
m/z--> 50 1(')0 150 200 25'30 3(')0 10.|60 10.|80 11.'00 11.'20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103730.D

Aca On : 17 Mar 2018 9:00

Operator : JU/SJ

Sample : J1947-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.02 4_.35 ng 260959 Phenanthrene-d10 11.50
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 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 n-Decanoic acid 172 C10H2002 000334-48-5 89
5 Tetradecanoic acid 228 C14H2802 000544-63-8 80

Abundance Scan 1689 (12.022 min): BF103730.D (-1683) (-) m/z 73.00 100.00%

73

43 60

5000

—

213

157171 192
43 11.80 12.00 12.20 12.40

0 m/z 60.00 73.48%
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 LA L I L B L L L L LB

11. 80 12. OO 12. 20 12. 40

m/z 43.00 72.18%
213
‘J‘H' 143 157171185 199
04
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
e e
11.80 12.00 12.20 12.40
5000 129 m/z 57.05 69.58%
29 87
115 | 143 199 242
101 157171185
oL 15 213206
e S
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid N R B R B B
43 6073 11.80 12.00 12.20 12.40
m/z 55.00 67.32%
5000
29
129
“ T? 01115 ‘ 171185 214
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1180 12.00 12.20 12.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103730.D

Aca On : 17 Mar 2018 9:00

Operator : JU/SJ

Sample : J1947-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Hexadecanoic acid, 2-methyl... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.90 2.11 ng 112192 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 2-methvlpropv... 312 C20H4002 000110-34-9 64
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 58
3 Nipecotic acid 129 C6H11NO2 000498-95-3 47
4 Hexadecanoic acid. butyl ester 312 C20H4002 000111-06-8 41
5 1,3-Hexanediol, 2-ethyl- 146 C8H1802 000094-96-2 25

Abundance Scan 1838 (12.898 min): BF103730.D (-1835) (-) m/z 56.00 100.00%

56

5000 r
73

157 185 213 12.60 12.80 13.00 13.20

01 m/z 57.05 53.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154965: Hexadecanoic acid, 2-methylpropy! ester
[ M
5000 LIS L L L L L L L L LB
4 239 957 12 60 12. 80 13. 00 13. 20
m/z 43.05 43.68%
o S e s | s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
R e IR
12.60 12.80 13.00 13.20
5000 m/z 41.00 38.71%
29 73
129
971137 157 185 213 2392%7 o5 312

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12841: Nipecotic acid R R B
12.60 12.80 13.00 13.20

m/z 72.95 34.27%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103730.D

Aca On : 17 Mar 2018 9:00

Operator : JU/SJ

Sample : J1947-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.97 8.33 ng 443035 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
3 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
4 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 94
5 Behenic alcohol 326 C22H460 000661-19-8 91
Abundance Scan 2020 (13.968 min): BF103730.D (-2018) (-) m/z 57.05 100.00%
o7 83
RN AU BRI UG
139 229 13.60 13.80 14.00 14.20
- LI aee a0 HPoss 72 8310 07.80%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
55
5000 AR A DR BN B
Bmmmmmmm
29 m/z 43.05 95.93%
0 \“ 1h \ “ H \H\ m \ h \167 196 238 266 294
m/z--> 50 oo 2éo 360 3%0 460
Abundance
57
83 RN BRI U
13.60 13.80 14.00 14.20
5000 111 m/z 55.00 94 .29Y%
29 139 189 210 255 406
o— e L d Ly
m/z--> §o 160 1%0 200 250 300 3%0 460
Abundance #164113: Trifluoroacetic acid, pentadecy! ester L B o B A
13.60 13.80 14.00 14.20
83 m/z 97.05 81.89%
5000 111
29
o | ’ | | |M0 182210 255 a0
miz--> 50 100 150 200 250 300 350 400 | | 13.60 13.80 14.00 1420
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103730.D

Aca On : 17 Mar 2018 9:00

Operator : JU/SJ

Sample : J1947-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Heptadecyl heptafluorobutyrate Concentration Rank 10

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

14.62 2.34 ng 124560 Chrysene-di12 14.16

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptadecvl heptafFluorobutvrate 452 C21H35F702 959085-66-6 91

2 Cvcloeicosane 280 C20H40 000296-56-0 89

3 Nonadecvl trifluoroacetate 380 C21H39F302 1000351-76-3 87

4 9-Eicosene. (E)- 280 C20H40 074685-29-3 83

5 1-Eicosene 280 C20H40 003452-07-1 81
Abundance Scan 2131 (14.621 min): BF103730.D (-2128) (-) m/z 57.10 100.00%

5000

14.40 14.60 14.80 15.00

(0} m/z 43.00 78.29%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227401: Heptadecy! heptafluorobutyrate
57
5000 LA B L L L L L L LB
111 14.40 14.60 14.80 15.00
29 m/z 83.10 77.43%
AN RNEHUNC I X SN S—
m/z--> 50 200 250 300 350 400
Abundance
55
83 TI T T[T T T T[T 1T rtr[rrrrrim
14.40 14.60 14.80 15.00
5000 m/z 55.00 73.07%
29 111
0 139 168 196 224 252 280
— T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #202424: Nonadecy! trifluoroacetate RS EmmEs o L
57 7 14.40 14.60 14.80 15.00
m/z 69.00 72.82%
5000
i 125
29 i 153 311
AR 2 8 it O Rl R i O —
m/z--> 50 100 150 200 250 300 350 400 14.40 14 60 14. 80 15. 00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103730.D

Aca On : 17 Mar 2018 9:00

Operator : JU/SJ

Sample : J1947-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 1-Octadecanethiol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.23 2.51 ng 99886 Perylene-di12 15.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanethiol 286 C18H38S 002885-00-9 83
2 1-Octadecene 252 C18H36 000112-88-9 78
3 cis-1-Chloro-9-octadecene 286 C18H35CI 016507-61-2 64
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 60
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 60
Abundance ~ Scan 2404 (16.227 min): BF103730.D (-2401) (-) m/z 55.00 100.00%
55 83
5000 111
140160 184 214234 258 284303331 355 16,00 16.20 16.40 16.60
0 m/z 57.10 99.65%
m/z--> 50 100 150 200 250 300 350
Abundance #133071: 1-Octadecanethiol
57 83
5000 111 LA L L L L L L L LB
252 16 00 16. 20 16. 40 16 60
286 m/z 43.10 83.78%
L e e e
ol .‘.‘.“l“l”.‘.‘“. ‘l‘l‘.“. \l |‘“.‘H. .”.“luu‘..l‘...“.lu... —
m/z--> 50 100 150 200 250 300 350
Abundance
43
83 R NI SO BN B
16.00 16.20 16.40 16.60
5000 m/z 83.05 79.17%
111
REE 65 139 168 195 224 252
m/z--> 55 160 1éo 260 250 300 3%0
Abundance #133063: cis-1-Chloro-9-octadecene R mEEEE RS S
5 | 83 16.00 16.20 16.40 16.60
m/z 69.00 71.28%
5000 111
29
137 286
0! - A \L\l” HIH\“HI|IL9IJ.187208230250I : ILI e T T
m/z--> 50 100 150 200 250 300 350 1600 1620 1640 1660
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF031618\
Data File : BF103730.D

Acq On : 17 Mar 2018 9:00

Operator : JU/SJ

Sample : J1947-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_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... 2.33 4.5 ng 250268 1 6.97 1101650 20.0
2-Pentanone, 4-hy... 5.23 5.0 ng 272461 1 6.97 1101650 20.0
Ethanol, 2-butoxy- 5.92 3.0 ng 167387 1 6.97 1101650 20.0
unknown6.75 6.75 86.8 ng 4783960 1 6.97 1101650 20.0
Tetracosane 10.90 2.5 ng 146884 4 11.50 1198850 20.0
n-Hexadecanoic acid 12.02 4.3 ng 260959 4 11.50 1198850 20.0
Hexadecanoic acid... 12.90 2.1 ng 112192 5 14.16 1063530 20.0
1-Heneicosanol 13.97 8.3 ng 443035 5 14.16 1063530 20.0
Heptadecyl heptaf... 14.62 2.3 ng 124560 5 14.16 1063530 20.0
1-Octadecanethiol 16.23 2.5 ng 99886 6 15.70 795052 20.0
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