LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108515.D

Aca On 27 Aug 2018 17:21

Operator : JU/SJ

Sample = J4538-02

Misc :

ALS Vial : 19 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-BF080818 .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 5.243 490 494 506 rvB 176436 207680 7.36% 0.867%
2 5.631 555 560 563 rBY 2408093 2206609 78.20% 9.214%
3 6.625 724 729 732 rBVY 2372959 2378539 84.29% 9.932%
4 6.772 749 754 757 rBVY 2711791 2407282 85.31% 10.052%
5 7.001 789 793 796 rBV 807161 720051 25.52% 3.007%
6 7.154 815 819 823 rBVY 2223242 1940715 68.77% 8.104%
7 7.560 883 888 891 rBY 1716973 1564585 55.44% 6.533%
8 8.284 1007 1011 1014 rBV 1045795 890092 31.54% 3.717%
9 9.354 1189 1193 1202 rBV 3144638 2821906 100.00% 11.784%
10 9.530 1220 1223 1227 rVB 105660 88322 3.13% 0.369%
11 9.689 1247 1250 1254 rVB3 36197 30680 1.09% 0.128%

12 9.742 1256 1259 1265 rBV 204324 179213 6.35% 0.748%
13 10.042 1301 1310 1321 rBV2 1134485 1039069 36.82% 4 _339%
14 10.836 1441 1445 1458 rBV 1672893 1489779 52.79% 6.221%
15 11.536 1561 1564 1568 rBV 933857 881503 31.24% 3.681%

16 12.042 1647 1650 1654 rBV 40161 37153 1.32% 0.155%
17 13.124 1830 1834 1837 rBV 2174287 1879360 66.60% 7.848%
18 14.036 1985 1989 2001 rVB3 65154 145965 5.17% 0.610%
19 14.189 2011 2015 2019 rBV 795092 763698 27.06% 3.189%

20 14.318 2034 2037 2040 rBvV 38311 32866 1.16% 0.137%
21 14.624 2086 2089 2094 rVB 62825 61668 2.19% 0.258%
22 14.824 2120 2123 2128 rVB 43783 49786 1.76% 0.208%
23 14.948 2141 2144 2148 rBV 58337 69483 2.46% 0.290%
24 15.036 2156 2159 2162 rBV 26694 31784 1.13% 0.133%

25 15.112 2168 2172 2180 rVB 122569 151617 5.37% 0.633%

26 15.312 2202 2206 2211 rVB 143599 168320 5.96% 0.703%
27 15.401 2215 2221 2231 rBV4 51792 154843 5.49% 0.647%
28 15.748 2272 2280 2285 rBV 514489 777184 27 .54% 3.245%
29 15.948 2310 2314 2321 rVB2 58127 81503 2.89% 0.340%
30 16.195 2351 2356 2365 rVB 213696 337495 11.96% 1.409%

31 16.342 2375 2381 2383 rBV5 20393 43220 1.53% 0.180%
32 16.565 2417 2419 2427 rVB6 21697 35763 1.27% 0.149%
33 16.748 2444 2450 2455 rBV3 43241 89920 3.19% 0.375%
34 17.071 2501 2505 2515 rVB3 38665 76980 2.73% 0.321%

8270-BF080818.M Tue Aug 28 14:41:50 2018 Page: 1



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108515.D

Aca On 27 Aug 2018 17:21

Operator : JU/SJ

Sample = J4538-02

Misc :

ALS Vial : 19 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-BF080818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 17.401 2555 2561 2568 rVB 51738 112667 3.99% 0.470%

Sum of corrected areas: 23947300
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\

BF108515.D

27 Aug 2018 17:21

JussJ

J4538-02

19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

Abundance
3000000

2500000

2000000

1500000
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TIC: BF108515.D
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Lg 539 %
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Time-->
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T T
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13. 00
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3000000

2500000

2000000

1500000
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500000

0

TIC: BF108515.D

14.19
15.75

16 19

15.95 16.3416.546.75 17.07

17.40

14, 04/ 1430 14.6214. %@@115 340
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Time--> 13.50
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16 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108515.D

Aca On : 27 Aug 2018 17:21

Operator : JU/SJ

Sample : J4538-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 4

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

5.24 5.77 ng 207680 1,4-Dichlorobenzene-d4 7.00
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. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 32
3 Morpholine., 4-methvl- 101 C5H11NO 000109-02-4 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 494 (5.243 min): BF108515.D (-490) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 T T T AT
| 83.0 | 5.00 5.20 5.40 5.60
o} NSO . m/z 59.10 54.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U U L I I
5.00 5.20 5.40 5.60
59.0 m/z 101.10 17.47%
27.0 | 210 83.0 101.0
Ot e e e e
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
59.0
500 520 540 5.60
5000 410 m/z 58.10 15.33%
o | T A Y 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4-methyl-  EEaE e AR
43.0 5.00 5.20 5.40 5.60
m/z 41.10 9.63%
5000
101.0
17-0 270 6.0 71.0 ‘
0'”I””I”mw”””J”I”LI”'W”'Wﬁqg”'d”'W”'W”'W”'W“'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108515.D

Aca On : 27 Aug 2018 17:21

Operator : JU/SJ

Sample : J4538-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 unknown6.77 Concentration Rank 1

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

6.77 66.86 ng 2407280 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 754 (6.772 min): BF108515.D (-749) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 T e T T
40.0 54 J 6.40 6.60 6.80 7.00 7.20
0 NP7 NI .1 | — m/z 68.10 44.82%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 UMV RN SRR
6.40 6.60 6.80 7.00 7.20
33.0 105.0 m/z 134.00 33.72%
51.0 70.0 86.0
0 T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0 6.40 6.60 6.80 7.00 7.20
5000 980 1160 m/z 66.10 29.41%
0||||||||||‘|‘|‘|‘|||‘M|||“|||H“||‘|“|||‘H||||?-5|8|.q||||]:8|9.|0|
m/z--> 20 40 60 100 120 140 160 180 1
Abundance #14396 1,2,4-Trifluorobenzene L LA L L BN I
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 18.08%
5000 630 810
bt 00 s B0
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108515.D

Aca On : 27 Aug 2018 17:21

Operator : JU/SJ

Sample : J4538-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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-Nonadecanol- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.04 3.82 ng 145965 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 94
2 11-Tricosene 322 C23H46 052078-56-5 91
3 n-Heptadecanol-1 256 C17H360 001454-85-9 90
4 Pentafluoropropionic acid. dodec... 332 C15H25F502 006222-04-4 87
5 Chloroacetic acid, tridecyl ester 276 C15H29CI02 018277-85-5 87

Abundance Scan 1990 (14.042 min): BF108515.D (-1985) (-) m/z 55.05 100.00%
550 831
5000
111.1
1490 1931 "' 13/80 14.00 14.20 14.40
0 m/z 57.10 90.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131391: n-Nonadecanol-1
54.0
5000 LR SR SIS SUBUL I
13.80 14.00 14.20 14.40
29.0 m/z 83.10 85.16%
ol I, 168.0 106.0  238.0 266.0
m/z--> %m&mmmmmmmmmmmmm
Abundance #163017: 11-Tricosene
43.0
" 13.80 14.00 14.20 14.40
5000 83.0 m/z 43.10 77.84%
111.0
o || ,140.0168.0 196.0 224.0  266.0 294.0 322.0
m/z--> %&&%Mmmmmmmmmmmﬁ
Abundance #107662: n-Heptadecanol-1 s B L R
58. 13.80 14.00 14.20 14.40
m/z 97.10 68.31%
5000
29.0
o 139.0 168.0  210.0 238.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108515.D

Aca On : 27 Aug 2018 17:21

Operator : JU/SJ

Sample : J4538-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Octadecanal Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.11 3.90 ng 151617 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 Hexadecanal 240 C16H320 000629-80-1 91
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 90
4 Heptadecanal 254 C17H340 1000376-70-0 90
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 81

Abundance Scan 2172 (15.112 min): BF108515.D (-2168) (-) m/z 57.05 100.00%

57.0 82.0

5000

14.80 15.00 15.20 15.40
m/z 43.10 99.33%

. 1382 1661 194.2 9911
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117606: Octadecanal

43.0 82.0

5000

14.80 15.00 15.20 15.40
m/z 82.05 88.83%

137.0 4660 194.0 222.0 250.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94314: Hexadecanal
82.0

14.80 15.00 15.20 15.40
m/z 55.10 75.96%

5000
137.0 166.0 196.0 2220
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129467: Oxirane, heptadecyl- e  EammEEmETT

14.80 15.00 15.20 15.40
m/z 41.10 54.93%

5000

110.0
138.0

236.0 264.0

166.0 194.0
T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108515.D

Aca On : 27 Aug 2018 17:21

Operator : JU/SJ

Sample : J4538-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.31 4.33 ng 168320 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 2206 (15.312 min): BF108515.D (-2202) (-) m/z 57.05 100.00%

.0

5000

15.00 15.20 15.40 15.60
m/z 43.10 66.24%

141.2

197.2
o 252.1

m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane

5000

15.00 15.20 15.40 15.60
m/z 71.10 55.78%

141.0 183.0 225.0

281.0

337.0 394.0

0
m/z--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane
57.0
R e e
15.00 15.20 15.40 15.60
5000 m/z 85.10 42.92%
99.0
o2si0f || i |} 141.0 183.0 225.0 2670 338.0
L L o e o e B e N LA e e e B B
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane e AR R
57.0 15.00 15.20 15.40 15.60
m/z 55.10 23.22%
5000
99.0
o | | 1410 1830 2250 267.0 309.0 351.0 437.0
L o o e o BLANLHL A A e v o o o e St R ERERREE RS
m/z--> 50 100 150 200 250 300 350 400 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108515.D

Aca On : 27 Aug 2018 17:21

Operator : JU/SJ

Sample : J4538-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
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 Heptafluorobutyric acid, pe... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.40 3.98 ng 154843 Perylene-di12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 93
3 1l-Heptacosanol 396 C27H560 002004-39-9 91
4 2- Chloropropionic acid. pentade... 318 C18H35CI102 1000292-44-1 91
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 90
Abundance Scan 2221 (15.401 min): BF108515.D (-2215) (-) m/z 43.10 100.00%
431
97.1
5000
153.1 189.1 15.00 15.20 15.40 15.60 15.80
o m/z 57.10 82.76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester
57.0
97.0
5000 R SRR BRI SRS I
15.00 15.20 15.40 15.60 15.80
m/z 55.05 75.11%
169.0 5100
oL 290 I L gLk #3§0 o 255.0 406.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecy! ester
57.0
97.0 LRSI AU ISR UM B
15.00 15.20 15.40 15.60 15.80
5000 m/z 97.10 70.69%
oL.280) | L[ L 1390 177,02100 2550 356.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #210517: 1-Heptacosanol A EEE e e
57.0 |97.0 15.00 15.20 15.40 15.60 15.80
m/z 83.10 59.17%
5000
39.0
0L, 260, \ i J} |, 181.0 222.0 264.0 306.0 378.0
m/z--> 50 100 150 200 250 300 350 400 15.00 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108515.D

Aca On : 27 Aug 2018 17:21

Operator : JU/SJ

Sample : J4538-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Oxirane, hexadecyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.95 2.10 ng 81503 Perylene-di12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 90
2 1.16-Hexadecanediol 258 C16H3402 007735-42-4 58
3 1.19-Eicosadiene 278 C20H38 014811-95-1 58
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 49
5 Dodecane, 6-cyclohexyl- 252 C18H36 013151-86-5 47
Abundance Scan 2314 (15.948 min): BF108515.D (-2310) (-) m/z 57.10 100.00%
57.1
82.1
5000
L NI PR BRI UL
152.1 197.0 15.60 15.80 16.00 16.20
281.1
| S 1ol 22l m/z 43.10 94.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117618: Oxirane, hexadecyl-
5000 L NI SRR BRI UL
15.60 15.80 16.00 16.20
29.0 m/z 82.10 65.15%
0 166.0 211.0  250.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #109264: 1,16-Hexadecanediol
55.0
1560 15.80 16.00 16,20
5000 m/z 55.10 60.99%
31.0
109.0
. “‘ H 138.0 166.0 194.0 222.0 WA//\J\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126192: 1,19-Eicosadiene L B o
55.0 15.60 15.80 16.00 16.20
82.0 m/z 96.00 52.90%
5000
20.0 109.0
0 |l \ ‘ 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 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108515.D

Aca On : 27 Aug 2018 17:21

Operator : JU/SJ

Sample : J4538-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Hexacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.19 8.69 ng 337495 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 2355 (16.189 min): BF108515.D (-2351) (-) m/z 57.10 100.00%

5000

:

15.80 16.00 16.20 16.40 16.60

131 169.2 2252 282.1

0 m/z 43.10 61.58%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
57.0
5000 LIS B L L L L L L LB
15. 80 16. OO 16 20 16. 40 16 60
m/z 71.10 53.26%
o 130 ,169.0 2250 295.0 367.0
rH A A e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane
57.0
T REEANREE SR
15.80 16.00 16.20 16.40 16.60
5000 m/z 85.05 41.06%

13.0
| 169.0 2250 296.0

%

QL kR MMM,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane I e
57.0 15.80 16.00 16.20 16.40 16.60
m/z 55.05 21.64%
N )\VA‘/\Wj\J\\_/\/\
130 169.0
ol A AT 17200 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0 e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15. 80 16. 00 16 20 16. 40 16 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108515.D

Aca On : 27 Aug 2018 17:21

Operator : JU/SJ

Sample : J4538-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Heptacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.75 2.31 ng 89920 Perylene-di12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Pentacosane 352 C25H52 000629-99-2 86
3 Hexacosane 366 C26H54 000630-01-3 83
4 Heptacosane 380 C27H56 000593-49-7 83
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 80
Abundance Scan 2450 (16.748 min): BF108515.D (-2444) (-) m/z 57.10 100.00%
57.1
5000
99.1 NN SN
141.2173.1 213.2 283.0 16.40 16.60 16.80 17.00
o B e S m/z 43.10 70.21%
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57.0
5000 UL AU SRR B
16.40 16,60 16.80 17.00
99.0 m/z 71.10 57 .94%
o2 l| L ,141 -0 1830 2250 2810  337.0  394.0
m/z--> §0 100 1%0 260 250 300 350 '
Abundance #185533: Pentacosane
57.0
16.40 16.60 16.80 17.00
5000 m/z 85.10 40.15%
o270 J l t\ | 419 1830 2250 267.0 3000 3520
m/z--> 50 100 150 260 250 300 350 '
Abundance #194494: Hexacosane L LI L L N BN B
57.0 16.40 16.60 16.80 17.00
m/z 55.05 23.91%
5000
0270l | i ’ x\ 1410 1830 2250 267.0 309.0  366.0
m/z--> 50 100 150 200 250 300 350 ' 16.40 16,60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108515.D

Aca On : 27 Aug 2018 17:21

Operator : JU/SJ

Sample : J4538-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Pentacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.40 2.90 ng 112667 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 83
2 Pentacosane 352 C25H52 000629-99-2 83
3 Tetracosane 338 C24H50 000646-31-1 80
4 Hexacosane 366 C26H54 000630-01-3 80
5 Eicosane 282 C20H42 000112-95-8 74
Abundance Scan 2561 (17.401 min): BF108515.D (-2555) (-) m/z 57.05 100.00%
57.0
5000 \/\W/Lba
99.0 LRSNA BUREU ISR UM B
| I L, 111 1971 2671 17.00 17.20 17.40 17.60 17.80
Ol sl ey m/z 43.05 68.07%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 AR BRI BB B B
17. oo 17. 20 17. 40 17.60 17.80
99.0 m/z 71.05 59.23%
o 2ao| bl }410 183.0 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 2éo 360 3éo
Abundance #185533: Pentacosane
57.0
17.00 17.20 17.40 17.60 17.80
5000 m/z 85.10 41 .84%
OQM] lJlMOBWZEO%M3%0%M
m/z--> 50 100 1%0 260 2éo 360 3éo
Abundance #175557: Tetracosane A BaE e e
57.0 17.00 17.20 17.40 17.60 17.80
m/z 55.10 20.72%
>0 WM
99.0
ﬁWH|idimm1%02M2N0%%m0
m/z--> 50 ﬁo mo mo 250 %o ﬁo ' ﬂ%ﬂ%ﬂ%ﬂmﬂ%
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082718\
Data File : BF108515.D

Acq On 27 Aug 2018 17:21

Operator : JU/SJ

Sample - J4538-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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... 5.24 5.8 ng 207680 1 7.00 720051 20.0
unknown6.77 6.77 66.9 ng 2407280 1 7.00 720051 20.0
n-Nonadecanol-1 14 .04 3.8 ng 145965 5 14.19 763698 20.0
Octadecanal 15.11 3.9 ng 151617 6 15.75 777184 20.0
Octacosane 15.31 4.3 ng 168320 6 15.75 777184 20.0
Heptafluorobutyri... 15.40 4.0 ng 154843 6 15.75 777184 20.0
Oxirane, hexadecyl- 15.95 2.1 ng 81503 6 15.75 777184 20.0
Hexacosane 16.19 8.7 ng 337495 6 15.75 777184 20.0
Heptacosane 16.75 2.3 ng 89920 6 15.75 777184 20.0
Pentacosane 17.40 2.9 ng 112667 6 15.75 777184 20.0
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