LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109381.D

Aca On : 27 Sep 2018 12:43

Operator : JU/SJ

Sample - J5081-18

Misc :

ALS Vial : 4 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-BF092218 .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 4.898 475 478 486 rBV 47379 58327 2.89% 0.274%
2 5.316 545 549 567 rBY 1797309 1744130 86.44% 8.184%
3 6.345 719 724 727 rBVY 2004439 1847172 91.54% 8.668%
4 6.475 742 746 749 rBVY 2161169 1866970 92.52% 8.761%
5 6.545 755 758 767 rVB 19231 25985 1.29% 0.122%
6 6.704 782 785 789 rBV 782309 622944 30.87% 2.923%
7 6.863 808 812 815 rBVY 1782098 1406827 69.72% 6.601%
8 7.263 876 880 884 rBVY 1194151 1174282 58.20% 5.510%
9 7.986 999 1003 1007 rBY 1059624 805182 39.90% 3.778%
10 9.063 1182 1186 1189 rBvV 2470306 2017822 100.00% 9.468%

11 9.457 1249 1253 1256 rBV 816566 609410 30.20% 2.860%
12 9.739 1297 1301 1304 rBV 1035695 923069 45.75% 4_.331%
13 10.039 1344 1352 1354 rBV5 12225 28736 1.42% 0.135%
14 10.151 1367 1371 1374 rBV 24369 26535 1.32% 0.125%
15 10.522 1430 1434 1443 rBV 1333542 1204968 59.72% 5.654%

16 11.216 1548 1552 1555 rBV 1067274 940728 46.62% 4.414%
17 11.757 1638 1644 1653 rBV 189872 269991 13.38% 1.267%

18 12.421 1752 1757 1760 rBV 53880 56356 2.79% 0.264%
19 12.533 1772 1776 1789 rBV 197793 295883 14.66% 1.388%
20 12.645 1790 1795 1798 rVB 48731 57888 2.87% 0.272%

21 12.792 1816 1820 1824 rBV 1678301 1593939 78.99% 7.479%
22 13.710 1973 1976 1988 rBV3 108477 196894 9.76% 0.924%
23 13.839 1994 1998 2001 rBV 789770 722688 35.82% 3.391%
24 14.021 2026 2029 2034 rVB 43775 45491 2.25% 0.213%
25 14.327 2077 2081 2082 rBV 107185 105506 5.23% 0.495%

26 14.345 2082 2084 2097 rVB3 95548 166074 8.23% 0.779%

27 14.592 2124 2126 2128 rBV2 28378 29646 1.47% 0.139%
28 14.621 2128 2131 2137 rVV 218275 214484 10.63% 1.006%
29 14.686 2140 2142 2147 rVB5 19125 25390 1.26% 0.119%
30 14.845 2166 2169 2172 rBV2 39774 57180 2.83% 0.268%

31 14.933 2180 2184 2188 rBV 298401 306358 15.18% 1.438%
32 15.180 2223 2226 2231 rVB 30847 41165 2.04% 0.193%
33 15.239 2231 2236 2240 rBV 612911 730843 36.22% 3.429%
34 15.286 2240 2244 2249 rVB 305654 377729 18.72% 1.772%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109381.D

Aca On : 27 Sep 2018 12:43

Operator : JU/SJ

Sample - J5081-18

Misc :

ALS Vial : 4 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:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF092218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.686 2307 2312 2321 rBV 231942 336065 16.65% 1.577%
36 16.151 2386 2391 2396 rBV 130342 210165 10.42% 0.986%

37 16.692 2478 2483 2489 rVB2 54802 102370 5.07% 0.480%
38 17.327 2587 2591 2599 rVB5 29905 66030 3.27% 0.310%

Sum of corrected areas: 21311222
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109381.D

Aca On 27 Sep 2018 12:43

Operator : JU/SJ

Sample : J5081-18

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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: BF109381.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109381.D

Aca On 27 Sep 2018 12:43

Operator : JU/SJ

Sample : J5081-18

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 unknown6.47 Concentration Rank 1

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

6.47 59.94 ng 1866970 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
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 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 745 (6.469 min): BF109381.D (-742) (-) m/z 132.00 100.00%
13R.0
5000 68.1
96.0 IREBE ARSI S
400 540 ‘ 6.20 6.40 6.60 6.80
o 1 S U PO B SNTIRE -2 B | A m/z 68.10 45.35%
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 IREBEARSE RS LRSS S
6.20 6.40 6.60 6.80
2.0 510 m/z 134.00 31.41%
0'w'“'w'“J“Jh'L'M'“l“'h'“'w“'w'“l“'w'“'w'“|“'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
" 620 6.40 6.60 6.80
5000 m/z 66.00 29.33%
33.0 44.0 0.0 105.0
0"I“"P"W'L”I'L“Iﬁqﬂ*'”l:“llﬁgﬂ"il'”hl”"P"W‘”'I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole T e
132.0 6.20 6.40 6.60 6.80
m/z 69.05 19.30%
5000
104.0
ol 140 270 300 510 00 770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109381.D

Aca On 27 Sep 2018 12:43

Operator : JU/SJ

Sample : J5081-18

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.76 5.74 ng 269991 Phenanthrene-d10 11.22
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 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 1645 (11.763 min): BF109381.D (-1638) (-) m/z 73.00 100.00%

73.0
5000 129.1 AJA¥\~WWVNJK_“,~
) 213.2

1 185.2 R e LR REEE
o1t 256.2 11.40 11.60 11.80 12.00

m/z 43.05 78 .59%

04
60 80 100 120 140 160 180 200 220 240 260
#107549: n-Hexadecanoic acid

5000 129.0 ST
11.40 11.60 11.80 12.00

m/z-->
Abundance

%

83.0
J‘u 1570 185 2130 2560 | M/Z 60.00  71.72%

04
m/z--> 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
73.0
EEEE s e SRR
11.40 11.60 11.80 12.00
5000 129.0 m/z 57.05 64 .76%
o 15.0 My . . .
m/z--> 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid L B E s B
73.0 11.40 11.60 11.80 12.00

m/z 41.05 63.96%

5000

129.0
710 2140
A% ‘ |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. OO

=

o)

L ©

. B

= w
o

%

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109381.D

Aca On 27 Sep 2018 12:43

Operator : JU/SJ

Sample : J5081-18

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.53 8.19 ng 295883 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Decanoic acid 172 C10H2002 000334-48-5 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
5 Undecanoic acid 186 C11H2202 000112-37-8 43
Abundance Scan 1775 (12.527 min): BF109381.D (-1772) (-) m/z 43.10 100.00%
431 730
5000 129.1 VAkﬂww,ﬂka~JK\A-w.m~hvw4
o 185.1
1509 | 2131 24l2 284.3 1220 12.40 12.60 12.80
0! m/z 73.00 99.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 || 73.0
5000 129.0 AR DA SRR

12.20 12.40 12.60 12.80
m/z 60.00 86.88%

241.0 284.0

207.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39474: n-Decanoic acid
73.0
B AnmEREE T
129.0 12.20 12.40 12.60 12.80
5000 m/z 57.10 81.33%
43.0
)| 19 1720
(o NN N K80 R s M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid e
43.0 73.0 12.20 12.40 12.60 12.80
m/z 55.05 75.12%
5000 129.0

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 20 12. 40 12 60 12. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109381.D

Aca On 27 Sep 2018 12:43

Operator : JU/SJ

Sample : J5081-18

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Heptafluorobutyric acid, pe... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.71 5.45 ng 196894 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
2 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 94
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91
Abundance Scan 1976 (13.710 min): BF109381.D (-1973) (-) m/z 57.10 100.00%
57.1
97.1
5000
UL BN B
39.1 13.40 13.60 13.80 14.00
171.0 207.0 302.2
ol I-‘l-',wL.-'.-l.-,-'.-.- e || M/Z  43.05  89.27%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester
57.0
97.0
5000 SR AR SRR IR SR
1340 13.60 13.80 14.00
m/z 55.05 82.19%
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 #197885: Trichloroacetic acid, pentadecy! ester
43.0
83.0 UL BN B
13.40 13.60 13.80 14.00
5000 m/z 83.10 80.76%
25.0
0! |‘||‘|J\|y|h|!||:!-8|2|0|||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance #227401: Heptadecy! heptafluorobutyrate A RRREEEEE
57.0 13.40 13.60 13.80 14.00
m/z 69.05 70.51%
97.0
5000
oL2s0) || ‘ ! } 13901992000 %7 2830
m/z--> 50 100 150 200 250 300 350 400 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109381.D

Aca On 27 Sep 2018 12:43

Operator : JU/SJ

Sample : J5081-18

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Heptadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.33 2.92 ng 105506 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 96
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 2081 (14.327 min): BF109381.D (-2077) (-) m/z 57.10 100.00%
57.1
T /\/\____Ut/
5000
IR R T 1400 1420 1440 1450
ol A oL 21 . m/z 71.10 77.50%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57.0
85.0
5000 R U UL AL AR
14.00 14.20 14.40 14.60
29.0 m/z 43.05 65.94%
m/z--> 50 160 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
14:00 14.20 14.40 14.60
5000 85.0 m/z 85.05 54 .46%
0 L‘ } || [30141.0160.0197.0  2%)0267.0204.0 323.0 352. 0
m/z--> 50 100 1éo 200 250 300 350
Abundance #141426: Heneicosane R EET S e ——
57.0 14.00 14.20 14.40 14.60
m/z 41.00 26 .33%
85.0
- \/AJJ‘/\'V
29.0 113.0
oL | ‘ ||| 14101600197.022502580 2960
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109381.D

Aca On 27 Sep 2018 12:43

Operator : JU/SJ

Sample : J5081-18

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Decane, 5,6-bis(2,2-dimethy... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .34 4.60 ng 166074 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 5.6-bis(2.2-dimethvilprop... 278 C20H38 073002-85-4 59
2 1.7-Dimethvl-4-(1-methvlethvl)cyv... 210 C15H30 000645-10-3 50
3 3-Decene. 2.2-dimethvl-. (E)- 168 C12H24 055499-02-0 43
4 Cvyclopentane. nonvl- 196 C14H28 002882-98-6 38
5 4-Undecene, 3-methyl-, (2)- 168 C12H24 074645-87-7 38
Abundance Scan 2083 (14.339 min): BF109381.D (-2082) (-) m/z 97.10 100.00%
1
41.0
1251 1521 189.12111 240.0 0811 14.00 14.20 14.40 14.60
0 m/z 83.10 94 .88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126205: Decane, 5,6-bis(2,2-dimethylpropylidene)-, (Z,2)-
83.0
41.0
5000 111.0 L S RS BN AR
14.00 14.20 14.40 14.60
0
139.0 1810 2210 m/z 69.10 88.86%
18.0 24 | J Iy l 278.0
o ] l .'.‘.',.'.I.',....ll....l.... — .'... R T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #69594: 1,7-Dimethyl-4-(1-methylethyl)cyclodecane
58.0
97.0
14.00 14.20 1440 14.60
5000 m/z 55.10 63.51%
29.0
‘ 125.0 167.0
0 IIIII‘I”‘I‘I”M T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36840: 3-Decene, 2,2-dimethyl-, (E)- R A REER R
69.0 14.00 14.20 14.40 14.60
m/z 111.10 52.37%
5000 41.0
97.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109381.D

Aca On 27 Sep 2018 12:43

Operator : JU/SJ

Sample : J5081-18

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.62 5.87 ng 214484 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
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 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 2131 (14.621 min): BF109381.D (-2128) (-) m/z 57.10 100.00%
57.1
85.1 /
5000
R B B SO B
411 14.40 14.60 14.80 15.00
- .|, 1]1-1 (A 1832 2190 28322821 m/z 71.10 73.92%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
85.0
5000 R I B UL R
mmmmmmmm
m/z 43.10 61.95%
LI 1]1 | 1141 19169.0197.0225.0253,0282.0
m/z--> §o 100 150 260 2%0 360 3%0
Abundance #141426: Heneicosane
57.0
650 "' 14.40 14.60 14.80 15.00
5000 ‘ m/z 85.10 53.31%
29.0 13 0
ol L [ 141-0169.0197.0025.0253.0  296.0
m/z--> §o 100 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane e e e e i amaa
57.0 14.40 14.60 14.80 15.00
m/z 55.05 20.81%
o 1 M/LJ\rJL‘/\/A/\A
. 290 i I 30 1410160.0197.0225,02530 29603280 367.0
m/z--> 5'0 1(')0 150 2(')0 251;0 3(')0 3&1;0 14 I40 14 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109381.D

Aca On 27 Sep 2018 12:43

Operator : JU/SJ

Sample : J5081-18

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .93 8.38 ng 306358 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 2183 (14.927 min): BF109381.D (-2180) (-) m/z 57.10 100.00%
57.1
85.1
5000

14.60 14.80 15.00 15.20
141116911971
0....|,‘. lrl-l : 2l 2380 2820 m/z 71.10 74.76%

m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
85.0
5000 TT [T T T T [T T T T[T T T T [TTTT]

14.60 14.80 15.00 15.20

m/z 43.10 66.18%
oL b 1]1 | 1141 0169.0197.0225.0253,0282.0
i e
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
B s U,
14.60 14.80 15.00 15.20
5000 85.0 m/z 85.10 54.23%
29.0 1
o1 j . ‘Jﬂ.l 14}01690197022502530 205.0323.0  367.0
A . T T T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane R b
57.0 14.60 14.80 15.00 15.20
m/z 55.10 21.62%
85.0
5000
29.0 130
ol L [ 1410169.0107.0225.0253.0 _296.0
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\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109381.D

Aca On 27 Sep 2018 12:43

Operator : JU/SJ

Sample : J5081-18

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Hexacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.69 9.20 ng 336065 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Docosane 310 C22H46 000629-97-0 91
Abundance Scan 2313 (15.692 min): BF109381.D (-2307) (-) m/z 57.10 100.00%
57.1
o 71540 15,60 15,80 16,00
41.1 183 1 : : : :
ol l| L2 (223020322831 m/z 71.10 72.19%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 L B B UM S
1540 15.60 15.80 16.00
99.0 m/z 43.05 59.52%
o |Jjjﬂdmw1%onm2mom% 367.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
57.0
15.40 15.60 15.80 16.00
5000 m/z 85.10 56.38%
99.0
oL 270 L] pevo 183.0 2250 267.0 309.0 3650
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane R EAR LS e
57.0 15.40 15.60 15.80 16.00
m/z 55.10 20.52%
5000
99.0
o229 | ) J | 1410 1830 2250 26602960
m/z--> 50 100 150 200 250 300 350 ' 1540 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109381.D

Aca On 27 Sep 2018 12:43

Operator : JU/SJ

Sample : J5081-18

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Triacontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.15 5.75 ng 210165 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Triacontane 422 C30H62 000638-68-6 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hentriacontane 437 C31H64 000630-04-6 91
Abundance Scan 2391 (16.151 min): BF109381.D (-2386) (-) m/z 57.10 100.00%
5000 }\_~,_~ﬂA,\_j\,&/,‘_vﬂ~mﬂ,
%90 15'60 16,00 1620 1640 |
155.1 197.2 ) : : : :
0 2531 m/z 71.10  77.65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
5000 ABRSUNARSUARRA AR
mmmmmmmm
99.0 m/z 43.10 61.44%
o |J |y || L J410 1830 2250 267.0 300.0 _ 367.0
m/z--> §o 100 1éo 200 250 360 3éo 460
Abundance #219831: Triacontane
57.0
15,80 16.00 16.20 16.40
5000 m/z 85.10 53.57%
99.0
01260 | | | J | 1410 1830 2250 267.0 3090 3510 422.0
m/z--> §o 100 1éo 200 250 360 3éo 460
Abundance #215181: 2-methyloctacosane T T T
57.0 15.80 16.00 16.20 16.40
m/z 55.10 23.89Y%
5000
99.0
01260 Il | U | 1410 1830 2250 267.0 3000 3650
m/z--> % mo @ 2& 250 300 3% ﬁo mmmmmmmm'
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092718\
Data File : BF109381.D

Aca On 27 Sep 2018 12:43

Operator : JU/SJ

Sample : J5081-18

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

16.69 2.80 ng 102370 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Pentacosane 352 C25H52 000629-99-2 80
3 Heptadecane 240 C17H36 000629-78-7 80
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 72
5 Hexacosane 366 C26H54 000630-01-3 72

Abundance Scan 2483 (16.692 min): BF109381.D (-2478) (-) m/z 57.10 100.00%

57.1
5000 . m’%ﬂ//\\b—/\

113.1 LI L L L L B N B

o m/z 71.10 72 .88%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 LA L L L L L LB
16. 40 16 60 16. 80 17. 00
20.0 1130 m/z 43.00 63.98%
. JJ]|LJJMNm%mmnmmw 296.0
et B L e e o e e o o
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57.0
R REREE R R
16.40 16.60 16.80 17.00
5000 85.0 m/z 85.10 53.95%
113.0
e A o B N B e e B LA A o B S S
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane A REARE B
57.0 16.40 16.60 16.80 17.00
m/z 55.00 26.04%
85.0
5000
29.0
L }1130141046901910 240.0
e bt R REREE R R
m/z--> 50 100 150 200 250 300 350 16. 40 16 60 16. 80 17. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF092718\
Data File : BF109381.D

Acq On : 27 Sep 2018 12:43

Operator : JU/SJ

Sample - J5081-18

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218_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 .47 6.47 59.9 ng 1866970 1 6.70 622944 20.0
n-Hexadecanoic acid 11.76 5.7 ng 269991 4 11.22 940728 20.0
Octadecanoic acid 12.53 8.2 ng 295883 5 13.84 722688 20.0
Heptafluorobutyri... 13.71 5.5 ng 196894 5 13.84 722688 20.0
Heptadecane 14.33 2.9 ng 105506 5 13.84 722688 20.0
Decane, 5,6-bis(2... 14.34 4.6 ng 166074 5 13.84 722688 20.0
Octacosane 14.62 5.9 ng 214484 6 15.24 730843 20.0
Eicosane 14.93 8.4 ng 306358 6 15.24 730843 20.0
Hexacosane 15.69 9.2 ng 336065 6 15.24 730843 20.0
Triacontane 16.15 5.8 ng 210165 6 15.24 730843 20.0
Heneicosane 16.69 2.8 ng 102370 6 15.24 730843 20.0
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