LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110417\

Data File : BF100190.D

Aca On : 4 Nov 2017 20:31 Instrument :
Operator : SJ/JU BNA_F

Sample  : 16313-09 St
Misc i PET-BF015-01
ALS Vial : 21 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-BF102317.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 4.981 490 492 511 rBV 123343 232882 11.30% 1.355%
2 5.393 560 562 601 rBY 1002549 1577503 76.56% 9.180%
3 6.416 733 736 754 rBVY 1319951 1606653 77.97% 9.349%
4 6.540 754 757 770 rVB 1679097 1704323 82.71% 9.918%
5 6.763 792 795 809 rVB 506886 472326 22.92% 2.748%
6 6.916 818 821 839 rBVY 1398383 1316912 63.91% 7.663%
7 7.334 889 892 913 rBV 884906 969252 47 .04% 5.640%
8 8.045 1010 1013 1035 rBV 712146 670772 32.55% 3.903%
9 9.116 1191 1195 1206 rBV 2337485 2060571 100.00% 11.991%
10 9.516 1260 1263 1275 rBB 119048 112779 5.47% 0.656%

11 9.798 1307 1311 1325 rVB 833745 783283 38.01% 4 _.558%
12 10.592 1443 1446 1459 rBV 1131927 1118119 54.26% 6.506%

13 10.727 1466 1469 1483 rVB 34699 45005 2.18% 0.262%
14 11.286 1561 1564 1574 rBV 793397 785920 38.14% 4_.573%
15 11.804 1649 1652 1662 rBvV2 53155 62818 3.05% 0.366%
16 12.586 1782 1785 1791 rBvV2 30335 38057 1.85% 0.221%
17 12.868 1829 1833 1836 rBVY 2162043 1979213 96.05% 11.517%
18 13.739 1978 1981 1988 rBvV 48228 58175 2.82% 0.339%
19 13.939 2011 2015 2025 rBvV 581662 575208 27.91% 3.347%
20 14.657 2134 2137 2141 rBV3 47305 53784 2.61% 0.313%
21 14.980 2187 2192 2197 rBV 44900 50597 2.46% 0.294%
22 15.339 2249 2253 2259 rVB 68589 80339 3.90% 0.467%
23 15.398 2259 2263 2276 rBV 290185 434806 21.10% 2.530%
24 15.751 2318 2323 2329 rBV2 61815 87235 4.23% 0.508%
25 16.227 2398 2404 2417 rVB2 59137 110643 5.37% 0.644%
26 16.780 2492 2498 2506 rVB3 37190 79507 3.86% 0.463%
27 17.439 2603 2610 2618 rBvV4 28117 64430 3.13% 0.375%
28 18.215 2734 2742 2752 rBV7 17495 53859 2.61% 0.313%
Sum of corrected areas: 17184971
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100190.D

Aca On : 4 Nov 2017 20:31

Operator : SJ/JU

Sample : 16313-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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: BF100190.D

2000000
6.54

1500000
6.42 6.92

5.39
1000000 733

500000

4.98

] e B

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: BF100190.D

2000000

1500000

10.59
1000000

9.80
11.29
8.05

500000

9.52
L 10.73 11.80 12.59

A A
L e e e N LIS L S EN S B S B B SR B B B B R B S

L B ;
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 TIC: BF100190.D

2000000

1500000

1000000

13.94

500000
15.40

15.834 15.75 16.23

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\BF110417\
Data File : BF100190.D

Aca On : 4 Nov 2017 20:31

Operator : SJ/JU

Sample : 16313-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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.

4.98 9.86 ng 232882 1,4-Dichlorobenzene-d4 6.76
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 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 35
4 3-Hexanol 102 C6H140 000623-37-0 28
5 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 25

Abundance Scan 492 (4.981 min): BF100190.D (-490) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 e e
83.0 460 480 500 520 540
o) EEROY N  ESSOOY P | RS MU S m/z 59.10 57.67%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L UL I
59.0 460 480 500 520 5.40
0
150 a0 1010 m/z 101.10 22 .30%
0"'l“t'|“'”H“"N“"|“"|“"|“"Fiq'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 460 480 500 520 5.40
5000 m/z 58.00 16.56%
20.0 101.0
0 150 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4119: Butyl aldoxime, 3-methyl-, syn- T T . {
54.0 460 480 500 520 540
m/z 41.10 9.15%
41.0
5000
86.0
0 ‘\ 500\\\ I 69\0 ‘ 101.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100190.D

Aca On : 4 Nov 2017 20:31

Operator : SJ/JU

Sample : 16313-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 unknown6.54 Concentration Rank 1

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

6.54 72.17 ng 1704320 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 757 (6.540 min): BF100190.D (-754) (-) m/z 132.00 100.00%
132.0
5000
68.1
w00 | %0 o 620 640 6.60 6.80
Ol et b 2249 WL~ m/z 68.10  33.47%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 USSR SRR R R
6.20 6.40 6.60 6.80
310 510 m/z 134.00 32 .54%
0"hMH'H'|J”ﬂ|'“'|J“'|"“l"'w""w"'l”"l'”
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132.0
620 640 6.60 680
5000 67.0 m/z 65.95 20.43%
41.0 97.0
115.0
e L S L AL L LI B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220 o
Abundance #102556: Amphetaminil R EEma s i B
132.0 6.20 6.40 6.60 6.80
m/z 96.00 13.18%
5000
105.0
oL B0  TIO | | | 15001780  206.02220
m/z--> 40 60 80 100 120 140 160 180 200 220 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100190.D

Aca On : 4 Nov 2017 20:31

Operator : SJ/JU

Sample : 16313-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Trichloroacetic acid, penta... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.74 2.02 ng 58175 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 90
2 11-Tricosene 322 C23H46 052078-56-5 90
3 9-Eicosene. (BE)- 280 C20H40 074685-29-3 86
4 n-Tetracosanol-1 354 C24H500 000506-51-4 86
5 17-Pentatriacontene 491 C35H70 006971-40-0 86
Abundance Scan 1981 (13.739 min): BF100190.D (-1978) (-) m/z 57.05 100.00%
57.0 83.0
5000
13.40 13.60 13.80 14.00
Ol m/z 55.05 95.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #197885: Trichloroacetic acid, pentadecyl ester
43.0
5000 AR AR AL AR
13.40 13.60 13.80 14.00
m/z 83.05 93.75%
o 182.0 210.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43.0
13.40 13.60 13.80 14.00
5000 83.0 m/z 97.05 84 .45%
111.0

o 140.0 168.0 196.0 224.0  266.0 294.0 322.0

mﬁmwwmmwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #127770: 9-Eicosene, (E)-

13.40 13.60 13.80 14.00
m/z 43.05  83.15%

5000
29.0

139.0 168.0 196.0 223.0 252.0 280.0
e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100190.D

Aca On : 4 Nov 2017 20:31

Operator : SJ/JU

Sample : 16313-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.98 2.33 ng 50597 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Heptacosane 380 C27H56 000593-49-7 87
3 Triacontane 422 C30H62 000638-68-6 87
4 Octacosane 394 C28H58 000630-02-4 87
5 2-methyloctacosane 408 C29H60 1000376-72-8 86
Abundance Scan 2192 (14.980 min): BF100190.D (-2187) (-) m/z 57.05 100.00%
5%.0
5000 A
99.1 R e e e
" | 141.2 207.0 14 60 14. 80 15. 00 15. 20
oAy m/z 71.10 67.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 AR SRR UG R
14 60 14. 80 15. 00 15.20
99.0 m/z 85.05 56.56%
m/z--> éo 100 1éo 260 250 360 3%0 460
Abundance
57.0
14.60 14.80 15.00 15.20
5000 m/z 43.05 52.26%
99.0
0L.250 141.0 1830 225.0 267.0 309.0 380.0
m/z--> éo 160 1éo 200 250 360 3%0 460
Abundance #219831: Triacontane RN B e
57.0 14.60 14.80 15.00 15.20
m/z 55.00 21.42%
5000
99.0
o Ui d | Ja10 1830 2250 267.0 309.0 3510 4220
m/z--> 5'0 100 1&'30 200 250 3(')0 3%0 4(|)O 14 60 14. 80 15. 00 15. 20 '
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100190.D

Aca On : 4 Nov 2017 20:31

Operator : SJ/JU

Sample : 16313-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Octacosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.75 4.01 ng 87235 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 90

Abundance Scan 2323 (15.751 min): BF100190.D (-2318) (-) m/z 57.10 100.00%
51.1
5000
99|° 15140 1550 15180 1600
197.2 : : : :
o..J,I l". e B0 m/z 71.05  79.81%
m/z--> 50 150 200 250 300 350
Abundance #209565: Octacosane
57.0
5000 AR SRR A SN
mmmmmmmm
99.0 m/z 85.10 61.74%
027‘\0‘\‘ ‘ h i \\ | }410 1830 2250 2810 337.0  394.0
m/z--> 50 100 150 260 2éo 360 3éo '
Abundance
57.0
15.40 15.60 15.80 16.00
5000 m/z 43.10 49 _73%
99.0
o 28.0 1410 1830 2250 267.0 309.0  365.0394.0
m/z--> éo 160 150 260 250 300 3éo '
Abundance #185533: Pentacosane e R RA R ma e
57.0 15.40 15.60 15.80 16.00
m/z 99.05 22.23%
5000
ozl | | J L1410 1830 2250 z6ro ano w20
m/z--> éo 160 1éo 260 2éo 360 3éo ' 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100190.D

Aca On : 4 Nov 2017 20:31

Operator : SJ/JU

Sample : 16313-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Heptacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.23 5.09 ng 110643 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hexatriacontane 507 C36H74 000630-06-8 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2404 (16.227 min): BF100190.D (-2398) (-) m/z 57.05 100.00%
57.
” S n gy, 600 1620 164 16,60
| *--" e e /2 71.10  85.48%
mz-> 0 50 150 200 250 300 350 400 450 500
Abundance #202661: Heptacosane
57.0
5000 LRI SR SUURN UL U
16.00 16.20 16.40 16.60
m/z 85.05 66.08%
0150 | h‘ i \\ 5 141 0183 0225.0267.0309.0  380.0
mz-> 0 55 100 150 260 250 300 350 400 450 500
Abundance
57.0
16,00 16.20 16.40 16.60
5000 m/z 43.10 58.88%
99.0
0l180 141.0183.0225.0 281.0323.0 379.0421.0463.0 506.0
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #209566: Octacosane BAm mE R
16.00 16.20 16.40 16.60
m/z 99.05 26.67%
5000

| 141.0183.0225.0 281.0 337.0 394.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100190.D

Aca On : 4 Nov 2017 20:31

Operator : SJ/JU

Sample : 16313-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Pentacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.78 3.66 ng 79507 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Octadecane 254 C18H38 000593-45-3 91
Abundance Scan 2498 (16.780 min): BF100190.D (-2492) (-) m/z 57.05 100.00%
57.0
85.0
5000
13.1 LN UNIRA AN SUNILE I
141.1169.1 2811 16.40 16.60 16.80 17.00
oLl .'lr.d..zl,'.'...'2,0?'1...,...-.,....,.. m/z 71.10  74.30%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57.0
5000 85.0 LA NI BRI SUNIRE I
16.40 16.60 16.80 17.00
13.0 m/z 85.05 56.92%
oL 29 | | m‘LﬂMTH14%OF69°‘ 211.0239.0267.0295.0323.0352.0
m/z--> 56 160 1%0 260 2%0 360 3%0
Abundance
57.0
650 16.40 16.60 16.80 17.00
5000 ' m/z 43.05 50.11%
29.0
0 113014101690191022502530 296.0
m/z--> 56 160 1%0 260 2%0 360 3%0
Abundance #194494: Hexacosane | BLELELELE BN B LR I
57.0 16.40 16.60 16.80 17.00
m/z 99.05 21.24%
5000 85.0
13.0
0 2%.0‘\ J\ 1' 1“ ‘ﬁ H‘ wll4iln()116?.0\19\7.0225.0253'0 295'0 366.0
m/z--> 5'0 1(')0 1&1;0 2(')0 251;0 3(')0 3&1;0 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100190.D

Aca On : 4 Nov 2017 20:31

Operator : SJ/JU

Sample : 16313-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17 .44 2.96 ng 64430 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Octacosane 394 C28H58 000630-02-4 86
3 Hentriacontane 437 C31H64 000630-04-6 72
4 Hexacosane 366 C26H54 000630-01-3 72
5 2-methyltetracosane 352 C25H52 1000376-72-6 72
Abundance Scan 2610 (17.439 min): BF100190.D (-2603) (-) m/z 57.05 100.00%
5%.0
2000 VWMkAJﬂvﬂwM»/\\mwuﬂwvvvmwvu
99.1 IR
] M 155.2 282 1 17.20 17.40 17.60 17.80
ol ed ol m/z 71.10 78.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57.0
5000 L B BRI I B
1720 17.40 17.60 17.80
99.0 m/z 85.10 59.51%
oLt d L] | | 4%0‘ 1830 2250 2820
m/z--> 50 100 150 200 250 300 350 400 '
Abundance
57.0
" 17.20 17.40 17.60 17.80
5000 m/z 43.05 54 _44Y%
99.0
o 141.0 1830 2250 281.0 3370 394.0
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #223852: Hentriacontane b RREmE EE e
57.0 17.20 17.40 17.60 17.80
m/z 99.10 26.13%
5000
99.0
o | | | 1410 183.0 2250 267.0 309.0 351.0 437.0
m/z--> éo 100 150 260 250 300 350 400 ! 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100190.D

Aca On : 4 Nov 2017 20:31

Operator : SJ/JU

Sample : 16313-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Nonahexacontanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.22 2.48 ng 53859 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonahexacontanoic acid 999 C69H13802 040710-32-5 64
2 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 59
3 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 59
4 Octacosane 394 C28H58 000630-02-4 53
5 Hexacosane 366 C26H54 000630-01-3 53
Abundance Scan 2743 (18.221 min): BF100190.D (-2734) (-) m/z 57.10 100.00%
57.1
5000
‘ | fos "' 18.00 18.20 18.40 18.60
ol e M/Z 71.00  66.50%
m/z--> 0 100 200 300 400 500 600 700 800 900 1000
Abundance #243830: Nonahexacontanoic acid
57.0
5000 LN BUURELE BN BUULILN B
mmmmmmmm
m/z 85.00 55.33%
oLl ‘H539‘2530 350.0 899.0 998.0
m/z--> 6 160 200 360 460 560 660 700 800 900 1000
Abundance
57.0
"' 18.00 18.20 18.40 18.60
5000 m/z 43.05 44 .50%
o 175.0 273.0 386.0
m/z--> 6 160 200 300 400 560 660 700 800 900 1000
Abundance #129512: Hexadecane, 2,6,10,14-tetramethyl- N B B !
57.0 18.00 18.20 18.40 18.60
m/z 55.05 26.61%
5000
oL M o0
m/z--> 0 oo 200 300 400 500 600 700 800 900 1000 18. oo 18 20 18. 40 18. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF110417\
Data File : BF100190.D

Acq On > 4 Nov 2017 20:31

Operator : SJ/JU

Sample - 16313-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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... 4._.98 9.9 ng 232882 1 6.76 472326 20.0
unknown6 .54 6.54 72.2 ng 1704320 1 6.76 472326 20.0
Trichloroacetic a... 13.74 2.0 ng 58175 5 13.94 575208 20.0
Heneicosane 14.98 2.3 ng 50597 6 15.40 434806 20.0
Octacosane 15.75 4.0 ng 87235 6 15.40 434806 20.0
Heptacosane 16.23 5.1 ng 110643 6 15.40 434806 20.0
Pentacosane 16.78 3.7 ng 79507 6 15.40 434806 20.0
Eicosane 17.44 3.0 ng 64430 6 15.40 434806 20.0
Nonahexacontanoic... 18.22 2.5 ng 53859 6 15.40 434806 20.0
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