LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092717\
Data File : BF098862.D

Aca On 27 Sep 2017 14:45

Operator : SJ/JU

Sample : 15434-14

Misc :

ALS Vial : 12 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-BF092317.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 2.210 17 21 27 rVB 73669 94555 3.01% 0.328%
2 5.139 515 519 532 rVB 522105 641809 20.45% 2.227%
3 5.534 581 586 589 rBY 3003605 2975694 94.84% 10.324%
4 6.539 751 757 761 rBVY 2863109 3137726 100.00% 10.886%
5 6.681 777 781 785 rBVY 3061260 3121885 99.50% 10.831%
6 6.916 817 821 824 rBV 884525 765241 24.39% 2.655%
7 7.069 843 847 850 rBY 2367636 1980584 63.12% 6.871%
8 7.475 911 916 919 rBVY 2040472 1900150 60.56% 6.592%
9 8.192 1034 1038 1042 rBvV 1172237 1038884 33.11% 3.604%
10 9.269 1216 1221 1224 rBVY 3585524 3059137 97.50% 10.613%

11 9.657 1283 1287 1290 rBV 591409 463974 14.79% 1.610%
12 9.951 1333 1337 1341 rBV 1312537 1124355 35.83% 3.901%

13 10.369 1406 1408 1411 rVB 62943 51106 1.63% 0.177%
14 10.739 1466 1471 1474 rBV 1990127 1769749 56.40% 6.140%
15 10.845 1486 1489 1498 rBV 76640 80250 2.56% 0.278%

16 11.439 1586 1590 1593 rBV 1157557 1059839 33.78% 3.677%
17 11.951 1674 1677 1686 rBV2 54703 48765 1.55% 0.169%
18 13.021 1854 1859 1862 rBV 2984485 2776603 88.49% 9.633%
19 13.904 2005 2009 2021 rBV 300126 290535 9.26% 1.008%
20 14.074 2034 2038 2042 rBvV 872986 734496 23.41% 2.548%

21 14.539 2112 2117 2123 rBV 81101 112720 3.59% 0.391%
22 14.827 2162 2166 2176 rBV 167806 205287 6.54% 0.712%

23 14.992 2191 2194 2200 rVB3 40616 41128 1.31% 0.143%
24 15.192 2224 2228 2230 rBV 77520 94385 3.01% 0.327%
25 15.215 2230 2232 2239 rVB2 44056 55966 1.78% 0.194%
26 15.562 2286 2291 2297 rBV 532076 690039 21.99% 2.394%
27 15.786 2325 2329 2333 rBV3 35604 49945 1.59% 0.173%
28 16.027 2365 2370 2375 rBV 63107 90416 2.88% 0.314%
29 16.080 2375 2379 2386 rvv4 35890 66421 2.12% 0.230%
30 16.850 2505 2510 2516 rVB5 26282 49419 1.57% 0.171%
31 17.156 2558 2562 2571 rVB4 20316 42765 1.36% 0.148%
32 17.662 2642 2648 2658 rVB9 50481 126849 4.04% 0.440%
33 18.509 2784 2792 2795 rBV9 13595 36089 1.15% 0.125%
34 19.203 2903 2910 2919 rBV9 17981 47592 1.52% 0.165%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092717\
Data File : BF098862.D

Aca On 27 Sep 2017 14:45

Operator : SJ/JU

Sample : 15434-14

Misc :

ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - 0 Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF092317.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 28824358
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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:\HPCHEMI\BNA F\DATA\BF092717\

BF098862.D

27 Sep 2017 14:45

SJ/Ju

15434-14

12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092717\
Data File : BF098862.D

Aca On : 27 Sep 2017 14:45

Operator : SJ/JU

Sample : 15434-14

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 10

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

2.21 2.47 ng 94555 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
4 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 21 (2.210 min): BF098862.D (-17) (-) m/z 73.10 100.00%
741
5000 43.0
' 55.0 87.1
| 2.20 2.30 2.40 2.50 2.60
S X A NV RN T m/z 43.00 38.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
430 2.20 2.30 2.40 2.50 2.60
550 87.0 m/z 55.00 29.40%
29.0 ‘
“'w'“l““m'““mj“l“'w'“'&*“l“'w'“'w'“l“'w'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
73.0
410 g, 87.0 2.20 2.30 2.40 2.50 2.60
5000 ' m/z 87.10 26 .42%
29.0
15.0 97.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8392: 3-Pentanol, 2,4—dimethy|— L L R R R R
73.0 2.20 2.30 2.40 2.50 2.60
m/z 41.00 15.63%
5000 550
43.0
27.0
i e b 830 980 1150
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092717\
Data File : BF098862.D

Aca On : 27 Sep 2017 14:45

Operator : SJ/JU

Sample : 15434-14

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknown5.14 Concentration Rank 3

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

5.14 16.77 ng 641809 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 519 (5.139 min): BF098862.D (-515) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 BRSNS
| 83.0 | 4.80 5.00 5.20 5.40
M 1 o RS m m/z 59.00 56.49%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR UL UL RULILL IR
50.0 480 500 520 540
m/z 101.00 18.64%
31.0 101.0
'W'”““”“m“'P'“P'“I”'ﬁqu'”Wh“'P”'P'“I””I“'W
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 m/z 58.00 15.92%
41.0
73.0 86.0
m/z--> ﬁo §0 45 55 éo fo 80 90 160 110 150 1§o 150 '
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R e e
59.0 4.80 500 5.20 5.40
m/z 41.00 7.81%
5000 41.0
"|""l"'jlj"'|"l'i'"'??'9'|""|""|""|"" +?§'?"'4??'Q'I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092717\
Data File : BF098862.D

Aca On : 27 Sep 2017 14:45

Operator : SJ/JU

Sample : 15434-14

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 unknown6.68 Concentration Rank 1

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

6.68 81.59 ng 3121890 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 781 (6.681 min): BF098862.D (-777) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 UL A L R
40.1 540 6.40 6.60 6.80 7.00
v O X N 1S [ N m/z 68.10 38.51%
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 BN S A
6.40 6.60 6.80 7.00
310 510 ‘ m/z 134.00 32.32%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
640 6.60 6.80 7.00
5000 67.0 m/z 66.00 24.26%
41.0 97.0
53.0
79.0 117.0
wwmw@mﬁmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LI L L L L L B
132.0 6.40 6.60 6.80 7.00
m/z 69.05 14.92%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
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:\HPCHEM1\BNA F\DATA\BF092717\
Data File : BF098862.D

Aca On : 27 Sep 2017 14:45

Operator : SJ/JU

Sample : 15434-14

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Trifluoroacetoxy hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.90 7.91 ng 290535 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 94
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Cyclopentadecane 210 C15H30 000295-48-7 93
Abundance Scan 2008 (13.898 min): BF098862.D (-2005) (-) m/z 57.00 100.00%
57.0 83.0
13.60 13.80 14.00 14.20
rrepred b m/z 43.10 95 .89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
97.0
5000 RN BN U
13.60 13.80 14.00 14.20
29.0 125.0 m/z 83.05 95.36%
L g \‘ | | | 1540 19602240 269.0 320.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43.0
69.0 RN B B
97.0 13.60 13.80 14.00 14.20
5000 m/z 55.00 93.73%
125.0
153.0  196.0 224.0
mmﬁwﬁwﬁwﬁwﬁmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 BB BR R REeae et
57.0 83.0 13.60 13.80 14.00 14.20
m/z 69.00 79.57%
5000
29.0
L ‘ 1390 167.0 195.0 222.0 250.0 280.0 308.0 336.0
TTTITITT[ T ToIrT TT —v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092717\
Data File : BF098862.D

Aca On : 27 Sep 2017 14:45

Operator : SJ/JU

Sample : 15434-14

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Heptafluorobutyric acid, pe... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.54 3.07 ng 112720 Chrysene-di12 14 .07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
2 1l-Heneicosanol 312 C21H440 015594-90-8 93
3 1-Octadecanol 270 C18H380 000112-92-5 93
4 n-Nonadecanol-1 284 C19H400 001454-84-8 90
5 1-Heptacosanol 396 C27H560 002004-39-9 90
Abundance Scan 2117 (14.539 min): BF098862.D (-2112) (-) m/z 57.00 100.00%
57.0
97.0
5000
291 1031 11 14120 1440 1460 1430
ot m/z 43.05 86.79%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester
57.0
5000 UL UL UL S
14.20 14.40 14.60 14.80
m/z 83.10 84 .79%
‘ 1690 5100
IZIG\LIO\I‘I\ : “:‘ I‘ "H‘i l‘\ |*f|3§|.0‘| ‘: Y- T lll : |25|5|0| T |4?6|0|
m/z--> 50 100 150 200 250 300 350 400
Abundance
5.0 4.4
14.20 14.40 14.60 14.80
5000 m/z 55.00 78.70%
19.0 1390 1800 2240 266.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #119524: 1-Octadecanol A B e
50 14.20 14.40 14.60 14.80
97.0 m/z 69.05 74.11%
5000
39.0 252.0
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80

8270-BF092317.M Thu Sep 28 13:33:08 2017 Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092717\
Data File : BF098862.D

Aca On : 27 Sep 2017 14:45

Operator : SJ/JU

Sample : 15434-14

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 9-Octadecenamide, (Z)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14.83 5.95 ng 205287 Perylene-di12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 91
2 Hexadecanamide 255 C16H33NO 000629-54-9 64
3 Dodecanamide 199 C12H25NO 001120-16-7 52
4 Heptanamide. 4-ethvl-5-methvl- 171 C10H21NO 054789-40-1 50
5 3-Tetradecanol 214 C14H300 001653-32-3 43

Abundance Scan 2167 (14.833 min): BF098862.D (-2162) (-) m/z 59.00 100.00%

5000 !
107250 15601770 207.0 2810 14.60 14.80 15.00 15.20

m/z 72.00 71.82%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128443: 9-Octadecenamide, (2)-
59.0
5000 LI B L B L L L LB

14.60 14.80 15.00 15.20
m/z 55.00 50.97%

281.0
200| || 830 114013501570 1840 2200 253.0
SRR | 070 NPT el B L 2 A
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59.0

14.60 14. 80 15. 00 15.20

5000 m/z 43.05 36.64%
29.0 86.0 1140 1420 1700 2120  255.0
memmmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60440: Dodecanamide e RARREEE RS
59.0 14.60 14.80 15.00 15.20
m/z 41.05 34.32%
5000
28.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14. 80 15. 00 15. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092717\
Data File : BF098862.D

Aca On : 27 Sep 2017 14:45

Operator : SJ/JU

Sample : 15434-14

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.19 2.74 ng 94385 Perylene-d12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 2228 (15.192 min): BF098862.D (-2224) (-) m/z 57.05 100.00%

57.0

5000

:

14.80 15.00 15.20 15.40 15.60
m/z 71.05 62.00%

1131 1411

176.9 209.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129490: Eicosane
57.0
85.0
5000 TT T T [T T T T[T T T T[T TT T 7T

14. 80 15. OO 15. 20 15. 40 15. 60

m/z 43.00 55_.52%
29.0 ‘ \1130 141.0 169.0 197.0 282.0
reprere bbbl e e oo o0, 2250 253.0 2520
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
L
650 14.80 15.00 15.20 15.40 15.60
5000 m/z 85.05 45.32%
29.0 113.0

141.0 169.0 197.0 225.0 253.0  296.0
mﬁmﬁmm
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

%

Abundance #105885: Octadecane B e N e
57.0 14.80 15.00 15.20 15.40 15.60
m/z 55.00 20.86%
5000 85.0
29.0 3.0
b M3 1410 1600 1970 2250 2540

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14. 80 15. OO 15. 20 15. 40 15. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092717\
Data File : BF098862.D

Aca On : 27 Sep 2017 14:45

Operator : SJ/JU

Sample : 15434-14

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Octacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.03 2.62 ng 90416 Perylene-d12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 87
3 Pentacosane 352 C25H52 000629-99-2 87
4 Hentriacontane 437 C31H64 000630-04-6 86
5 Hexacosane 366 C26H54 000630-01-3 86
Abundance Scan 2371 (16.033 min): BF098862.D (-2365) (-) m/z 57.05 100.00%
57.0
5000
" 15.80 16.00 16.20 16.40
m/z 71.05 65 .55%
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57.0
5000 L BRI LN B B
15. 80 16. 00 16 20 16. 40
99.0 m/z 43.00 48 .09%
200 ‘ h i \\ | }41 -0 1830 2250 2810  337.0 3940
m/z--> 50 100 150 260 250 360 3éo '
Abundance
57.0
" 15.80 16.00 16.20 16.40
5000 m/z 85.10 48.08%
99.0
27,0 141.0 183 0 225.0 266.0296.0
m/z--> 55 160 150 200 250 360 3éo '
Abundance #185533: Pentacosane R R o R
57.0 15.80 16.00 16.20 16.40
m/z 41.00 20.51%
5000
ol | i l 1\ 1410 1830 2250 267.0 309.0 352.0
m/z--> % 1m 1m 2& 250 300 3% ' mmmmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092717\
Data File : BF098862.D

Aca On : 27 Sep 2017 14:45

Operator : SJ/JU

Sample : 15434-14

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknownl7.66 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.66 3.68 ng 126849 Perylene-di12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Disiloxane. 1l-ethenvl-1.1.3.3-te... 160 C6H160Si2 055967-52-7 27
2 1.3.5-Trisilacvclohexane. 1.1-di... 160 C5H16Si3 054424-15-6 18
3 Methvl 6.8-octadecadivnoate 290 C19H3002 1000336-47-6 14
4 Tricvclol4.1.0.0(2.4)Theptane. 3... 204 C15H24 056348-21-1 14
5 2H-2,4a-Methanonaphthalene, 1,3,... 204 C15H24 001135-66-6 14
Abundance Scan 2648 (17.662 min): BF098862.D (-2642) (-) m/z 43.10 100.00%
431 145.1
5000 2132
255.2
329.2 L UL B SUM R
| “ ‘ | (] 38?'4 1740 17.60 17.80 18.00
R e B B O S m/z 145.10 84.72%
m/z--> 50 100 150 200 250 300 350
Abundance #31032: Disiloxane, 1-ethenyl-1,1,3,3-tetramethyl-
145.0
5000
59.0 17.40 17.60 17.80 18.00
117.0 m/z 57.00 70.96%
31.0 ‘
.‘.‘.“l‘..‘LE?I.Ol“.‘l.“.‘l‘l...|.... — T
m/z--> 50 100 150 200 250 300 350
Abundance
145.0
1740 17.60 17.80 18.00
5000 m/z 55.00 61.40%
430 30 445,
m/z--> " 'so 100 150 200 250 300  3%0
Abundance #136361: Methy! 6,8-octadecadiynoate A EAREE ma S
91.0 17.40 17.60 17.80 18.00
m/z 81.00 60.52%
5000 580 119.0
|P4[917502050 259.0
m/z--> 50 100 150 200 251,0 300 350 1740 17.60 17.80 18.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF092717\
Data File : BF098862.D

Acq On 27 Sep 2017 14:45

Operator : SJ/JU

Sample : 15434-14

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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... 2.21 2.5 ng 94555 1 6.92 765241 20.0
unknown5.14 5.14 16.8 ng 641809 1 6.92 765241 20.0
unknown6 .68 6.68 81.6 ng 3121890 1 6.92 765241 20.0
Trifluoroacetoxy ... 13.90 7.9 ng 290535 5 14.07 734496 20.0
Heptafluorobutyri... 14.54 3.1 ng 112720 5 14.07 734496 20.0
9-Octadecenamide, ... 14.83 6.0 ng 205287 6 15.56 690039 20.0
Eicosane 15.19 2.7 ng 94385 6 15.56 690039 20.0
Octacosane 16.03 2.6 ng 90416 6 15.56 690039 20.0
unknownl7 .66 17.66 3.7 ng 126849 6 15.56 690039 20.0
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