LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090518\

Data File : BF108807.D

Aca On : 6 Sep 2018 6:16 Instrument :
Operator : JU/SJ BNA_F

Sample  : J4724-02 UGl )
Misc i EP1-SUT-UST-01
ALS Vial : 27 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-BF090518 .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 4.931 436 441 447 rBV 137755 169089 3.95% 0.385%
2 5.348 506 512 515 rBVY 4011668 4062261 94.82% 9.246%
3 6.366 680 685 688 rBY 4085669 4284326 100.00% 9.751%
4 6.501 704 708 712 rBV 4193437 4146181 96.78% 9.437%
5 6.736 744 748 751 rBVY 1662735 1289419 30.10% 2.935%
6 6.895 771 775 778 rBVY 3770018 3266306 76.24% 7.434%
7 7.295 838 843 846 rBVY 2682252 2454491 57 .29% 5.587%
8 8.019 962 966 969 rBY 1658640 1484968 34.66% 3.380%
9 9.095 1144 1149 1152 rBV 4539936 4178439 97.53% 9.510%
10 9.483 1211 1215 1218 rBvV 1298813 928011 21.66% 2.112%

11 9.766 1259 1263 1267 rBV 1742837 1431408 33.41% 3.258%
12 10.548 1392 1396 1399 rBV 2624243 2202377 51.41% 5.013%
13 11.242 1510 1514 1517 rBV 1765781 1403558 32.76% 3.195%
14 11.783 1603 1606 1615 rBV 348719 410505 9.58% 0.934%
15 12.566 1736 1739 1744 rBvV2 133781 164627 3.84% 0.375%

16 12.824 1779 1783 1786 rBV 4435144 4049593 94 .52% 9.217%
17 13.730 1934 1937 1943 rBV4 436883 526119 12.28% 1.197%
18 13.865 1956 1960 1966 rVB 1557650 1417575 33.09% 3.226%
19 14.060 1990 1993 1996 rVB 246289 227169 5.30% 0.517%
20 14.360 2041 2044 2049 rBvV 550455 514736 12.01% 1.172%

21 14.659 2091 2095 2099 rBV 842312 795276 18.56% 1.810%
22 14.977 2145 2149 2156 rVB 983151 1058126 24.70% 2.408%
23 15.271 2195 2199 2204 rVB 861948 986652 23.03% 2.246%
24 15.336 2206 2210 2214 rVB 910404 1044055 24.37% 2.376%
25 15.742 2274 2279 2284 rBV 632725 892189 20.82% 2.031%

26 16.212 2355 2359 2370 rVB2 323252 548239 12.80% 1.248%

Sum of corrected areas: 43935695
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF090518\

Data File : BF108807.D

Aca On : 6 Sep 2018 6:16

Operator : JU/SJ

ﬁ?ggle i J4724-02 EP1-SUT-UST-01
ALS Vial :© 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF090518 .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: BF108807.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090518\

Data File : BF108807.D

Aca On : 6 Sep 2018 6:16

Operator : JU/SJ

a?ggle i J4724-02 EP1-SUT-UST-01
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 12

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

4.93 2.62 ng 169089 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 Thiocvanic acid. propvl ester 101 C4H7NS 004251-16-5 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 441 (4.931 min): BF108807.D (-436) (-) m/z 43.00 100.00%
43.0
5000 591
101.0 T T T
| 831 | 460 4.80 5.00 5.20
R e o o e e e m/z 59.10 49 .92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 T o S0 550
0
150 a0 1010 m/z 101.00 17.37%
0 el , 83.0 ,
LR UL SRR SR UL LRI FULRLEL IR SO SO S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0
460 480 5.00 520
5000 m/z 58.00 15.51%
101.0
150 310 | %80 g0 g0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3686: l—Propen—Z—oI, acetate LA L L L L B L B
43.0 460 4.80 5.00 5.20
m/z 41.05 7.88%
5000
58.0
O e T T e o R R I B B B R s S
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090518\

Data File : BF108807.D

Aca On : 6 Sep 2018 6:16

Operator : JU/SJ

a?ggle i J4724-02 EP1-SUT-UST-01
ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

8270-BF090518_.M Thu Sep 06 17:52:04 2018

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 unknown6.50 Concentration Rank 1

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

6.50 64 .31 ng 4146180 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 708 (6.501 min): BF108807.D (-704) (-) m/z 132.00 100.00%
132.0
5000 68.1
%0 S J "% ok ob) 6k
01 B L L m/z 68.10 45_17%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 ISR RRARE BRREE SLAEE AR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.07%
01 AL SN B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
620 640 6.60 6.80
5000 m/z 66.10 28.16%
104.0
0 27'0 5]\-”.\0 66‘.0 \H\ 89'0 “
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R e e
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.05 17.83%
74.0
5000 98.0 116.0
0||||||||||||‘|‘|‘|‘||‘|‘h|||“|||‘H“||‘|“|||‘H| ||:!-5|8|.0|||||]:8|9.|0| R B R R
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80

Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090518\

Data File : BF108807.D

Aca On : 6 Sep 2018 6:16

Operator : JU/SJ

a?ggle i J4724-02 EP1-SUT-UST-01
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.78 5.85 ng 410505 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 92
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Decanoic acid. silver(1+) salt 278 C10H19Aa002 013126-67-5 58
5 Pentadecanoic acid 242 C15H3002 001002-84-2 52
Abundance Scan 1605 (11.777 min): BF108807.D (-1603) (-) m/z 43.10 100.00%
431 730
5000
129.0
Jﬂ or.1 I DU BSURL UL SN B
1711 213.2 11.40 11.60 11.80 12.00
258.2
O ML > 33.2 m/z 72.95 92.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0 L R DL N R B
83.0 11.40 11. 60 1180 12.00
‘J‘“ 1570 1gsg 2130 2560 m/z 60.00 80.09%
A
0‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
AT T R
43.0 11.40 11.60 11.80 12.00
5000 129.0 m/z 41.10 70.03%

%

i

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid Bt o
73.0 11.40 11.60 11.80 12.00
43.0 m/z 57.05 68.04%
5000 129.0
185.0 228.0
[ |
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090518\

Data File : BF108807.D

Aca On : 6 Sep 2018 6:16

Operator : JU/SJ

a?ggle i J4724-02 EP1-SUT-UST-01
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Octadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.57 2.32 ng 164627 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 70
4 Undecanoic acid 186 C11H2202 000112-37-8 59
5 n-Decanoic acid 172 C10H2002 000334-48-5 47

Abundance Scan 1740 (12.571 min): BF108807.D (-1736) (-) m/z 43.05 100.00%

43. .0

5000

185.1 241.2

284.2 12.20 12.40 12.60 12.80

0 m/z 72.95 98.73%
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
43.0,,73.0
5000 129.0 A EEEEEm e e

12.20 12.40 12.60 12.80
m/z 55.05 93.10%

185.0 241.0 284.0
101. .
%570 | 2130 | |

0 1 WP P i S s 5 Y
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43.0
e
73.0 12.20 12.40 12.60 12.80
5000 284.0 m/z 57.10 84.31%
129.0
185.0213.0241.0
oL L .‘ ‘ SO T 3110 3720
pl ] — T
m/z--> 50 O 150 200 250 300 350
Abundance #84455; Tetradecanoic acid B B
73.0 12.20 12.40 12.60 12.80
m/z 60.00 81.17%
43.0
5000 129.0
185.0
228.0
w il PG asTo |
0Ll ol ol ‘Li e it it ot
m/z--> 50 O 150 200 250 300 350 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090518\

Data File : BF108807.D

Aca On : 6 Sep 2018 6:16

Operator : JU/SJ

a?ggle i J4724-02 EP1-SUT-UST-01
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Cyclohexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.73 7.42 ng 526119 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 94
2 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 94
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 Dichloroacetic acid. heptadecvl ... 366 C19H36CI202 1000282-98-2 94
5 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 94
Abundance _ Scan 1937 (13.730 min): BF108807.D (-1934) (-) m/z 57.10 100.00%
211 97.1
5000
BRI BN B
39.1 230.1 13.40 13.60 13.80 14.00
o JuE?,n%8}},s.!.,.%qu?????ﬁ...., m/z 83.10 95.05%
m/z--> 50 100 150 200 250 300 350
Abundance #81246: Cyclohexadecane
54.0
97.0
5000 SR AR RN IR SRR

13.I40 13.I60 13.I80 14.IOO
m/z 43.10 90.14%

0 ?ﬂL.,

|t oz

-

m/z--> 50 100 150 200 250 300 350
Abundance #215485: Heptafluorobutyric acid, n-tetradecyl ester
57.0
97.0 R EE e e REREE n
13.40 13.60 13.80 14.00
5000 m/z 55.05 85.11%
169.0
26.0
oL 4oL ‘ AL Lm0 2a0 s MLJ\W
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol e A REEEEEaS
55,0 97.0 13.40 13.60 13.80 14.00
' m/z 69.10 83.18%
- W\L«M«%
RECLEN I‘ ‘ | | 130 1890 5240 2660
B e T B R R
m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090518\

Data File : BF108807.D

Aca On : 6 Sep 2018 6:16

Operator : JU/SJ

a?ggle i J4724-02 EP1-SUT-UST-01
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Heptadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.06 3.21 ng 227169 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Heneicosane 296 C21H44 000629-94-7 90
3 Eicosane 282 C20H42 000112-95-8 87
4 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 87
5 Tetracosane 338 C24H50 000646-31-1 86
Abundance Scan 1993 (14.060 min): BF108807.D (-1990) (-) m/z 57.10 100.00%
57.1
85.1
5000

E

3.1
| 14111691 2311 550 1 oo 1 318.3 13.80 14.00 14.20 14.40
o...~.,.--'Iﬂu:,...1.9?1....,..2]8?1,....3?7.2 m/z 71.10 72.11%

m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57.0
85.0 L
5000 LA L L L L L L L
13 80 14. OO 14. 20 14. 40
m/z 43.10 69.75%
290 113 0
et T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
R R R
85.0 13.80 14.00 14.20 14.40
5000 ' m/z 85.10 58.42%
29.0 113.0
ol Ll ] 41-0169.0197.0225.02530 _ 296.0
— et e
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane T ABE ST Bt
57.0 13.80 14.00 14.20 14.40
m/z 41.05 22.72%
85.0
5000
oL 2T i J ) \ | s 0169.0107.0225,0253,0 2820
e .... T T T R e RS R S
m/z--> 50 100 150 200 250 300 350 13 80 14. OO 14. 20 14. 40
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Data Path
Data File

Aca On

Sample
Misc

Operator :

ALS Vial

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090518\

BF108807.D
6 Sep 2018 6:16
JussJ
J4724-02
27 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

= C:\DATABASE\NIST11.L
LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 9

Peak Number

8 Heptacosane

R.T. EstConc Area Relative to ISTD R.T.
14.36 7.26 ng 514736 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 96
2 Tetracosane 338 C24H50 000646-31-1 95
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
4 2-Thiopheneacetic acid. 4-tetrad... 338 C20H3402S 1000280-67-0 86
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 86

Abundance Scan 2044 (14.360 min): BF108807.D (-2041) (-) m/z 57.10 100.00%
57.1 ﬂ
5000
s 14.00 14.20 14.40 14.60
141. 1 : : : :
ok 1 .|| | 7 183221402441 2852 8422 39120 Tn/z  71.05  73.74%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57.0
5000 AAURAARA AR
14.00 14.20 14.40 14.60
m/z 43.10 65.29%
0 27,0 i ,gﬁ'od 141.0 183.0 225.0 267.0 323.0  380.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #175558: Tetracosane
57.0
14.00 14.20 14.40 14.60
5000 m/z 85.10 52.32%
99.0
o J | }410 1830 2250 267.0 338.0
m/z--> - "50 106 - iéd ~ ééd 250 300 350 400
Abundance #100330: 2-Bromo dodecane ABEaEEEE e
57.0 14.00 14.20 14.40 14.60
m/z 41.10 22.11%
99.0
27,0 169.0
ol 1 -.}-‘- Al jasso T oas0 R
m/z--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60

8270-BF090518.M Thu Sep 06 17:52:08 2018

EP1-SUT-UST-01
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090518\
Data File : BF108807.D

Aca On : 6 Sep 2018 6:16

Operator : JU/SJ

Sample : J4724-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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, 7-hexyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.66 16.12 ng 795276 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Heptacosane 380 C27H56 000593-49-7 90
4 Octadecane. l1l-iodo- 380 C18H37I1 000629-93-6 86
5 Heneicosane 296 C21H44 000629-94-7 83
Abundance Scan 2095 (14.659 min): BF108807.D (-2091) (-) m/z 57.10 100.00%
57.1
85.1
5000
14.40 14.60 14.80 15.00
155.2
ol b lr Lo 2218322112 255.2282.03101 35013843 yz7 77 10 76.38%
m/z--> 50 100 150 200 250 300 350
Abundance #194499: Eicosane, 7-hexyl-
57.0
5000 R B B UL B
85.0 14,40 14.60 14.80 15.00
m/z 43.10 62.80%
ol J, ,l| 12]° 18202110 252.0281.0 3220
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
14,40 14.60 14.80 15.00
5000 85.0 m/z 85.10 55.29%

{ﬂﬂolmeozw%%n3mo3&o

ol M b

L R L e o o e
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane BB RS S
57.0 14.40 14.60 14.80 15.00
m/z 55.10 20.56%
5000
85.0
o 270| | | | ;| 1270 169.0197.0225.0 267.0295.03230 __ 380.0
...,... T T e R RmE e RREEa B
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090518\

Data File : BF108807.D

Aca On : 6 Sep 2018 6:16

Operator : JU/SJ

a?ggle i J4724-02 EP1-SUT-UST-01
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 3
R.T. EstConc Area Relative to ISTD R.T.
14.98 21.45 ng 1058130 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 Octadecane, 1-iodo- 380 C18H37I1 000629-93-6 87
Abundance Scan 2149 (14.977 min): BF108807.D (-2145) (-) m/z 57.10 100.00%
57.1
5000
% 14.60 14.80 15.00 15.20
41.2 : : - -
ob e b ll L I412 1832 2252 2721300.1341237824143 | pso 71,10 | 74.68%
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 AR AR R
14.60 14.80 15.00 15.20
m/z 43.10 60.73%
0 LI ﬂ }4}9 183.0 2390 2810 323.0
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #141433: Pentadecane, 8-hexyl-
43.0
14,60 14.80 15.00 15.20
5000 85.0 m/z 85.10 54 _.20%
196.0
o iy P | | 239.0 280.0
mz-> 0 50 100 1éo 200 250 300 350 400
Abundance #141425: Heneicosane B RREEEEEE RS
57.0 14.60 14.80 15.00 15.20
m/z 55.10 20.94%
5000
99.0
o 15q‘ ‘ L |y 141.0 183.0 225.0 296.0
m/z-> 0 50 100 1éo 200 250 300 350 400 14.60 14.80 15.00 15.20

8270-BF090518_.M Thu Sep 06 17:52:10 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090518\

Data File : BF108807.D

Aca On : 6 Sep 2018 6:16

Operator : JU/SJ

a?ggle i J4724-02 EP1-SUT-UST-01
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.74 18.09 ng 892189 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 97
2 Tetracosane 338 C24H50 000646-31-1 96
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90

Abundance Scan 2279 (15.742 min): BF108807.D (-2274) (-) m/z 57.10 100.00%

517.1
5000

ggo LB L T e e B e
141.1 183 1 15.40 15.60 15.80 16.00
0 |, ||.-'..., 21 2252 206.1 3082 34583792 41631 ns7 71.10  75.13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane
571.0
5000 T[T ITrprrrrrrrrprrror1
15.40 15.60 15.80 16.00
99.0 m/z 43.10 60.29%
| 'y | }410 1830 2250 2810  337.0  394.0
0...:,H... T LA i o o o e
m/z--> 50 100 150 200 250 300 350 400
Abundance #175558: Tetracosane
57.0
R e EEEEEEE
15.40 15.60 15.80 16.00
5000 m/z 85.10 55.87%
99.0
41.0 338.0
ol Ly 40 1830 2250 2670 SO
m/z--> 50 1 150 200 250 300 350 400 I \
Abundance #141426: Heneicosane
57.0 15.40 15.60 15.80 16.00
m/z 55.05 19.18%
5000
99.0
oL.26lof |} i J | 1419 183.0 225.0 296.0
L T T T T R e o e S Emaa
m/z--> 50 100 150 200 250 300 350 400 15.40 15.60 15.80 16.00

8270-BF090518_.M Thu Sep 06 17:52:10 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090518\

Data File : BF108807.D

Aca On : 6 Sep 2018 6:16

Operator : JU/SJ

a?ggle i J4724-02 EP1-SUT-UST-01
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 13 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.21 11.11 ng 548239 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 87
Abundance Scan 2359 (16.212 min): BF108807.D (-2355) (-) m/z 57.10 100.00%
57.1 h
5000
o0 15,80 16.00 16,20 16.40 16.60
141.1 : : - : :
ol e .||, L0 1971 2411 2801 3220 36524033 1 FrnszT 71.10  75.92%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
5000 U AR BN
15. 80 16. 00 16. 20 16 40 16. 60
99.0 m/z 43.10 56.40%
ol | 1 | | 4 141.0 183.0 2250 2670 300.0 367.0
m/z--> 55 160 1%0 260 250 360 3éo 460
Abundance #141426: Heneicosane
57.0
15,80 16.00 16.20 16.40 16.60
5000 m/z 85.10 53.95%
99.0
0150]‘ ‘ J | 141.0 1830 2250 296.0
m/z--> 50 160 1%0 260 250 360 3éo 460
Abundance #209566: Octacosane e e RERRE R
57.0 15.80 16.00 16.20 16.40 16.60
m/z 55.10 20.08%
99.0
oLl | 141.0 183.0 2250 281.0 337.0  394.0
m/z--> 5'0 1c')o 1&1;0 2(')0 250 300 350 4(')0 15. 80 16. 00 16. 20 16 40 16. 60

8270-BF090518_.M Thu Sep 06 17:52:11 2018 Page: 13



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF090518\

Data File : BF108807.D

Acq On : 6 Sep 2018 6:16

Operator : JU/SJ

a?ggle i J4724-02 EP1-SUT-UST-01
ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518_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 .93 2.6 ng 169089 1 6.74 1289420 20.0
unknown6 .50 6.50 64.3 ng 4146180 1 6.74 1289420 20.0
n-Hexadecanoic acid 11.78 5.8 ng 410505 4 11.24 1403560 20.0
Octadecanoic acid 12.57 2.3 ng 164627 5 13.87 1417580 20.0
Cyclohexadecane 13.73 7.4 ng 526119 5 13.87 1417580 20.0
Heptadecane 14.06 3.2 ng 227169 5 13.87 1417580 20.0
Heptacosane 14.36 7.3 ng 514736 5 13.87 1417580 20.0
Eicosane, 7-hexyl- 14.66 16.1 ng 795276 6 15.27 986652 20.0
Heptadecane, 9-oc... 14.98 21.4 ng 1058130 6 15.27 986652 20.0
Octacosane 15.74 18.1 ng 892189 6 15.27 986652 20.0
Hexacosane 16.21 11.1 ng 548239 6 15.27 986652 20.0
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