LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082918\

Data File : BF108623.D

Aca On : 30 Aug 2018 00:42 Instrument :

Operator : JU/SJ ?:'l\:gﬁ't:Sam ol

3‘?”‘0'6 : J4683-14 082718-DBRFI)-F-U-S
isc :

ALS Vial : 29 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 5.631 557 560 582 rBV 285550 713199 18.56% 3.138%
2 6.625 726 729 750 rBV 230763 617836 16.08% 2.718%
3 6.766 750 753 780 rVB 1316320 1851299 48.18% 8.145%
4 7.001 789 793 815 rvVv 439507 692642 18.02% 3.047%
5 7.154 815 819 853 rVB 2572443 2759741 71.82% 12.142%
6 7.566 884 889 910 rBVY 1653753 2265037 58.94% 9.965%
7 8.284 1007 1011 1035 rBV 512292 815270 21.22% 3.587%
8 9.354 1189 1193 1222 rBVY 3738665 3842748 100.00% 16.907%
9 9.742 1256 1259 1273 rBV 246354 295804 7.70% 1.301%
10 10.042 1306 1310 1331 rVB 674543 769518 20.03% 3.386%
11 10.695 1418 1421 1427 rBV 52781 48479 1.26% 0.213%

12 10.836 1441 1445 1457 rBV 891540 1177207 30.63% 5.179%
13 11.536 1561 1564 1579 rBV 524982 645550 16.80% 2.840%
14 12.995 1809 1812 1818 rVB 40188 40486 1.05% 0.178%
15 13.124 1829 1834 1844 rBV 2436999 2498890 65.03% 10.994%

16 13.324 1864 1868 1871 rBV 80813 65929 1.72% 0.290%
17 13.577 1907 1911 1919 rBV6 22172 41340 1.08% 0.182%
18 13.666 1922 1926 1929 rBV 139414 126791 3.30% 0.558%
19 13.995 1979 1982 1985 rBV 160056 133618 3.48% 0.588%
20 14.042 1985 1990 2001 rvv4 49646 137774 3.59% 0.606%

21 14.189 2011 2015 2021 rBV 651073 699784 18.21% 3.079%
22 14.313 2032 2036 2040 rBV 221293 196190 5.11% 0.863%
23 14.618 2084 2088 2094 rBV 229218 211741 5.51% 0.932%
24 14.942 2139 2143 2151 rBV 200916 217432 5.66% 0.957%
25 15.030 2153 2158 2163 rBV 350421 394346 10.26% 1.735%

26 15.307 2200 2205 2216 rBV 173021 226959 5.91% 0.999%
27 15.712 2269 2274 2276 rBV 150446 192014 5.00% 0.845%
28 15.748 2276 2280 2290 rVB 452410 674042 17 .54% 2.966%
29 16.183 2348 2354 2360 rBV 113245 168248 4_.38% 0.740%
30 16.730 2441 2447 2467 rBV2 59739 167661 4_36% 0.738%

31 17.377 2552 2557 2565 rVB4 21081 41484 1.08% 0.183%

Sum of corrected areas: 22729059
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082918\

Data File : BF108623.D

Aca On : 30 Aug 2018 00:42

Operator : JU/SJ

ﬁ?ggle i J4683-14 082718-DBRI-F-U-S
ALS Vial : 29 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

Abundance TIC: BF108623.D
3500000

3000000

7.15
2500000

2000000
7.57
1500000 6.77
1000000

7.00
500000 563 6.62

o7

T T T T T 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: BF108623.D

3500000
3000000
2500000 13.12
2000000
1500000

1000000 10.84
10.04

500000 8.28 1154
9.74
IL 10.70 12.95K 1382
—t—r—t

o ——— N ————————

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: BF108623.D

3500000
3000000
2500000
2000000
1500000
1000000
14.19

500000 143l 1462 14195.03 15.75
13. . - . 15.31 15,11
R v A s O

I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082918\

Data File : BF108623.D

Aca On : 30 Aug 2018 00:42

Operator : JU/SJ

ﬁ?ggle i J4683-14 082718-DBRI-F-U-S
ALS Vial : 29 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 1 unknown6.77 Concentration Rank 2

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

6.77 53.46 ng 1851300 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 754 (6.772 min): BF108623.D (-750) (-) m/z 132.00 100.00%
13R.0
5000 68.1 J\\
400 540 \ %.1 6.40 6.60 6.80 7.00 7.20
o..,....,....,...:l'.'...,:!..,::'.'.|,..'.~.,f.‘?.9,..!.,.110.7.9...,....,'...,.. m/z 68.10 42.88%
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
5000 LRI LS NN AR
6.40 6.60 6.80 7.00 7.20
310 510 m/z 134.00 32.71%
0'W'”'P'”J”Jh'”'M'”I”'W'“'P”'P'“I”'W'”'P'“I"W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.05 28.08%
33.0 44.0 0.0 105.0 ‘
0"I“"P"W'L”I'L“Iﬁqﬂ*'”l:“llﬁgﬂ"il'ihl”"P"W‘”'I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.05 17.07%
5000
104.0
ol 140 270 300 510 080 770 g90 || uso M
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082918\

Data File : BF108623.D

Aca On : 30 Aug 2018 00:42

Operator : JU/SJ

ﬁ?ggle i J4683-14 082718-DBRI-F-U-S
ALS Vial : 29 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 3 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.67 3.62 ng 126791 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 86
2 Octadecane 254 C18H38 000593-45-3 80
3 Tetradecane. l1l-iodo- 324 C14H29l 019218-94-1 80
4 Heptadecane 240 C17H36 000629-78-7 80
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 80

Abundance Scan 1927 (13.671 min): BF108623.D (-1922) (-) m/z 57.05 100.00%

57.0

5000

13.40 13.60 13.80 14.00

113.1 1411 169.2 197.2

0! m/z 43.10 70.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57.0
85.0
5000
13.40 13.60 13.80 14.00
m/z 71.10 61.35%
29.0 113.0 0
o U 1410 1690 197.0 2250 253.0 2960
B L B o e e AR ERES e a sy o R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105885: Octadecane
57.0
13.40 13.60 13.80 14.00
5000 85.0 m/z 85.10 48.03%
29.0 3.0
ol L L) M0 1410 1600 167.0 2250 2540
e e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #163874: Tetradecane, 1-iodo-
57.0 13.40 13.60 13.80 14.00
m/z 41.05 25.48%
5000
29.0
85.0
0 H \‘M \1130 1550 197.0
e e e e e e e e R R R EE RS e AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 40 13 60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082918\

Data File : BF108623.D

Aca On : 30 Aug 2018 00:42

Operator : JU/SJ

ﬁ?ggle i J4683-14 082718-DBRI-F-U-S
ALS Vial : 29 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 Heptacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.99 3.82 ng 133618 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Eicosane 282 C20H42 000112-95-8 90
Abundance Scan 1981 (13.989 min): BF108623.D (-1979) (-) m/z 57.05 100.00%
57.0
5000
\ |99 1o . s1 1 13.60 13.80 14.00 14.20 14.40
ob bbb g 2402000 2811 “m/z 43.10 67.99%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000

_rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_r
13.60 13.80 14.00 14.20 14.40
m/z 71.10 57.69%

99.0
oL 270 I 141.0 1830 2250 267.0  323.0  380.0
it A T
m/z--> 50 100 150 200 250 300 350
Abundance #194494:; Hexacosane
57.0
13.60 13.80 14.00 14.20 14.40
5000 m/z 85.10 39.53%
27,0 | ’r\ 1410{ 183.0 225.0 267.0 309.0  366.0
...., S B T L o e o e e B A S B ot
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0 13.60 13.80 14.00 14.20 14.40
m/z 41.05 25.05%
5000
L
oL 20 | ,\ 1410‘ 183.0 2250 267.0296.0
——— ,... T T T T T R RERRERES R
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082918\
Data File : BF108623.D

Aca On : 30 Aug 2018 00:42

Operator : JU/SJ

Sample : J4683-14

Misc :

ALS Vial : 29 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:\DATABASENNIST11.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 1-Eicosanol Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.04 3.94 ng 137774 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Eicosanol 298 C20H420 000629-96-9 90
2 1-Heneicosanol 312 C21H440 015594-90-8 90
3 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 90
4 Octacosvl acetate 452 C30H6002 018206-97-8 87
5 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 87

Abundance Scan 1990 (14.042 min): BF108623.D (-1985) (-) m/z 55.00 100.00%
p3.0
97.0
5000
1[39.1 13.80 14.00 14.20 14.40
281.0
o .|.,“...'.,....295."9..,...~.,....,....,....,. m/z 43.10 93.85%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #143256: 1-Eicosanol
43.0
83.0
5000
13.80 14.00 14.20 14.40
0
250 m/z 83.05 83.90%
ol 167.0 252.0
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #155046: 1-Heneicosanol
(=i
580 970
13.80 14.00 14.20 14.40
5000 m/z 57.05 79.69%
0 19.0, “ ‘ 1}3?? 182.0 224.0 266.0
A e o o e e L e s o o o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #231356: Docosy! pentafluoropropionate
57.0 13.80 14.00 14.20 14.40
m/z 97.05 72.41%
97.0
5000
39.0 308.0
0 L | 1), 181.0 224.0 264.0 308.0 353.0 454.0
L e e e e L LA i o o o o
m/z--> 0 50 100 150 200 250 300 350 400 450 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082918\

Data File : BF108623.D

Aca On : 30 Aug 2018 00:42

Operator : JU/SJ

ﬁ?ggle i J4683-14 082718-DBRI-F-U-S
ALS Vial : 29 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 7
R.T. EstConc Area Relative to ISTD R.T.
14 .31 5.61 ng 196190 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2036 (14.313 min): BF108623.D (-2032) (-) m/z 57.05 100.00%
57.0
5000
99.1 14.00 14.20 14.40 14.60
141.2
o..],l.!.‘J.“HJ.,..18.3.2....,....,....,...., m/z 43.10 63.19%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 UL N BUNRN SRR
14.00 14.20 14.40 14.60
99.0 m/z 71.10 54_.67%
o 2ao| bl }410 183.0 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 2éo 360 3éo
Abundance #202662: Heptacosane
57.0
14.00 14.20 14.40 14.60
5000 m/z 85.10 40.01%
27,0 ‘990 141.0
ol 20 |, 1410 1830 2250 2670 3230  380.0
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57.0 14.00 14.20 14.40 14.60
m/z 41.05 22 .40%
5000
OQM] ljlﬂommzmommswowm
m/z--> 50 100 1%0 260 250 360 3éo ' 1450 1420 1440 1J60 '

8270-BF080818.M Thu Aug 30 12:36:58 2018 Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082918\

Data File : BF108623.D

Aca On : 30 Aug 2018 00:42

Operator : JU/SJ

ﬁ?ggle i J4683-14 082718-DBRI-F-U-S
ALS Vial : 29 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 7 Tetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.62 6.05 ng 211741 Chrysene-di12 14.19
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 Heneicosane 296 C21H44 000629-94-7 90
4 Nonadecane 268 C19H40 000629-92-5 90
5 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 87
Abundance Scan 2088 (14.618 min): BF108623.D (-2084) (-) m/z 57.05 100.00%
57.0
5000
99.
141, 2 14.40 14.60 14.80 15.00
ol ..|~,.J. ‘ ll Lpted 1831 2258 2670 | "m/z 43.10 66.25%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 HREURN ISR L B B
14.40 14.60 14.80 15.00
99.0 m/z 71.05 56.70%
o 27‘r0| |1y 1410 1830 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 2%0 360 3%0 '
Abundance #175557: Tetracosane
57.0
14.40 14.60 14.80 15.00
5000 m/z 85.10 43.17%
99.0
OZW | \Mm1%02w2m0 338.0
m/z--> 50 160 150 200 2%0 360 3%0 '
Abundance #141426: Heneicosane
57.0 14.40 14.60 14.80 15.00
m/z 55.05 22.95%
5000
99.0
o229 | ) J | 1410 1830 2250 26602960
m/z--> 50 100 1éo 200 250 360 350 ' 14%0 1460 1480 1500
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082918\

Data File : BF108623.D

Aca On : 30 Aug 2018 00:42

Operator : JU/SJ

ﬁ?ggle i J4683-14 082718-DBRI-F-U-S
ALS Vial : 29 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 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .94 6.21 ng 217432 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Octadecane 254 C18H38 000593-45-3 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2143 (14.942 min): BF108623.D (-2139) (-) m/z 57.05 100.00%
57.0
5000

990.1

14.60 14.80 15.00 15.20
l 141.1 1832
0...|,.'..‘ | g g4l 1832 2252 2671 m/z 43.10 66.43%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 T[T I T[T rr[rrrrprrror
14.60 14.80 15.00 15.20
99.0 m/z 71.10 58.19%
o |.| Iy 410 1830 225.0 267.0 3090  367.0
el I e e LA B i o
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
14.60 14.80 15.00 15.20
5000 m/z 85.05 44 .61%
99.0
0 27,0 ] Ly 1410 183.0 225.0 267.0 309.0338.0
L o e e T o e e B e S e T B R e e e
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0 14.60 14.80 15.00 15.20
m/z 55.05 23.07%
5000
99.0
0 27,0 Ly 1410 183.0 225.0 281.0 337.0 394.0
e o e e L e o e e LI B o o o e e LA AN EE R e
m/z--> 50 100 150 200 250 300 350 14 60 14. 80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082918\

Data File : BF108623.D

Aca On : 30 Aug 2018 00:42

Operator : JU/SJ

ﬁ?ggle i J4683-14 082718-DBRI-F-U-S
ALS Vial : 29 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Supraene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
15.03 11.70 ng 304346  Perylene-di2 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 supraere 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 000111-02-4 91

1000163-04-7 83
024035-35-6 72
035387-63-4 52

384 C27H440
332 C22H3602
138 C10H18

3 Docosa-2.6.10.14.18-pentaen-22-a. ..
4 2.6.10.14-Hexadecatetraenoic aci...
5 1,5-Heptadiene, 3,3,6-trimethyl-

Abundance Scan 2158 (15.030 min): BF108623.D (-2153) (-) m/z 69.10 100.00%
69.1
5000
07.1137.1 14.80 15.00 15.20 15.40
39\0 175.1 . :
oL 0w g Ly 4y A2 2t 2782 3412 0 Thzz 81.05  51.24%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
5000 LI L L L L L L LB
14.80 15.00 15.20 15.40
1370 m/z 41.05 28.25%
0 29.o|. L }070 191.0 231.0 273.0 341.0 410.0
A ....,....,....,.... e
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
e R s e
14.80 15.00 15.20 15.40
5000 m/z 95.05 13.14%
137.0
0 | }070“ | 191.0 231.0 273.0 341.0 410.0
e e e e e = o e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p...
69.0 14.80 15.00 15.20 15.40
m/z 68.10 11.97%
5000
111
022 L L, oy 1489 1920 aa10 2730 3150 3840
e ; e e e
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40

8270-BF080818.M Thu Aug 30 12:37:00 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082918\

Data File : BF108623.D

Aca On : 30 Aug 2018 00:42

Operator : JU/SJ

ﬁ?ggle i J4683-14 082718-DBRI-F-U-S
ALS Vial : 29 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 Heptadecane, 9-octyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.31 6.73 ng 226959 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 2206 (15.312 min): BF108623.D (-2200) (-) m/z 57.10 100.00%

51.1

5000 85.1 NNJ

1 15.00 15.20 15.40 15.60
141.1169.1197.2 281.9
o..:l,l.-!.‘|-.1'fl.-'-..' e S m/z 43.05 62.06%
miz--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
5000 LA L L L L L LB LB |
85.0 15.00 15.20 15.40 15.60
29.0 m/z 71.10 56.05%
oL I | | f30141.0169.0197.0225.0253.0281.0309.0338.0
Al T —
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
N
15.00 15.20 15.40 15.60
5000 85.0 m/z 85.10 42.33%
29.0 .
L L || [*30141.0160.0197.0225.0253.0 29503230 367.0
i e B
miz--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0 15.00 15.20 15.40 15.60
m/z 55.10 20.23%
5000 85.0
113.0 wa
0 J‘J.M\1“M%Mwozw%mmmmmmmo
L e e S
miz--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60

8270-BF080818.M Thu Aug 30 12:37:01 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082918\

Data File : BF108623.D

Aca On : 30 Aug 2018 00:42

Operator : JU/SJ

ﬁ?ggle i J4683-14 082718-DBRI-F-U-S
ALS Vial : 29 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 11 2-methyloctacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.18 4.99 ng 168248 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2353 (16.177 min): BF108623.D (-2348) (-) m/z 57.05 100.00%
57.0
o }\mv,,~\ﬂx,b~j\~v/~m,‘,vﬁv_
991 LN DN BN B B
0 ....p.' A e e m/z 43.10 67.77%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
51.0
5000 R AR S U B B
15.80 16.00 16.20 16.40
99.0 m/z 71.05 64 .84%
02m|jjﬂdmm1%02mzmom% 365.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane
57.0
15.80 16.00 16.20 16.40
5000 m/z 85.05 46.04%
99.0
2nof | | | J L 1410 1830 2250 26602960
m/z--> 50 100 150 200 250 300 350 '
Abundance #209566: Octacosane
57.0 15.80 16.00 16.20 16.40
m/z 55.00 20.04%
- uw\/\
99.0
0 27,00 | | | | 141 0 183. 0 225.0 281.0 337.0 394.0
m/z--> 50 100 150 200 250 300 350 ' 15.80 16.00 16.20 16.40

8270-BF080818.M Thu Aug 30 12:37:01 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082918\

Data File : BF108623.D

Aca On : 30 Aug 2018 00:42

Operator : JU/SJ

ﬁ?ggle i J4683-14 082718-DBRI-F-U-S
ALS Vial : 29 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 12 Hentriacontane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.73 4.97 ng 167661 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Heptacosane 380 C27H56 000593-49-7 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hexacosane 366 C26H54 000630-01-3 87
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 2447 (16.730 min): BF108623.D (-2441) (-) m/z 57.05 100.00%
57.0
| Jgg ! 16,40 16.60 16.80 17.00
41.1 : : : :
0...=,.‘--'JI--“ ML 2000 | Tm/z 43.10 64.27%
m/z--> 50 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
5000 R B BULLILN B B
16. 40 16. 60 16. 80 17.00
m/z 71.05 60.04%
o lll 141.0 1830 225.0 267.0 309.0 351.0 437.0
m/z--> 55 160 150 200 2%0 360 3%0 460 '
Abundance #202661: Heptacosane
57.0
16.40 16.60 16.80 17.00
5000 m/z 85.05 44 . 70%
99.0
0259 . Il ||y 1410 1830 2250 267.0 309.0 380.0
m/z--> 55 160 1%0 260 250 360 3%0 460 '
Abundance #141426: Heneicosane
57.0 16.40 16.60 16.80 17.00
m/z 55.10 22 .79%
5000
99.0
0l15.0] ] ‘]\J 141.0 1830 2250 296.0
m/z--> % 1& ﬁo ﬂ)zm ﬁo ﬁ)4& ! mmmmmmﬂm

8270-BF080818.M Thu Aug 30 12:37:02 2018 Page: 13



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF082918\

Data File : BF108623.D

Acq On : 30 Aug 2018 00:42

Operator : JU/SJ

3?22'6 i J4683-14 082718-DBRI-F-U-S
ALS Vial : 29 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]
unknown6.77 6.77 53.5 ng 1851300 1 7.00 692642 20.0
Heneicosane 13.67 3.6 ng 126791 5 14.19 699784 20.0
Heptacosane 13.99 3.8 ng 133618 5 14.19 699784 20.0
1-Eicosanol 14 .04 3.9 ng 137774 5 14.19 699784 20.0
Octacosane 14 .31 5.6 ng 196190 5 14.19 699784 20.0
Tetracosane 14.62 6.0 ng 211741 5 14.19 699784 20.0
Hexacosane 14 .94 6.2 ng 217432 5 14.19 699784 20.0
Supraene 15.03 11.7 ng 394346 6 15.75 674042 20.0
Heptadecane, 9-oc... 15.31 6.7 ng 226959 6 15.75 674042 20.0
2-methyloctacosane 16.18 5.0 ng 168248 6 15.75 674042 20.0
Hentriacontane 16.73 5.0 ng 167661 6 15.75 674042 20.0
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