LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\

Data File : BF107559.D

Aca On - 21 Jul 2018 7:37 Instrument :

Operator : JU/SJ BNA_F

Sample - J4061-02 ClientSampleld :

Vi : 071718-DBRI-E-D-M
isc :

ALS Vial : 31 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-BF072018 .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 5.201 484 487 498 rBV 161925 182155 2.92% 0.372%
2 5.601 551 555 573 rBVY 1632528 2302108 36.92% 4 .698%
3 6.601 721 725 745 rBV 975478 1620991 26.00% 3.308%
4 6.742 745 749 769 rVV 3501505 4090179 65.59% 8.347%
5 6.972 785 788 806 rVB 1292054 1606289 25.76% 3.278%
6 7.131 811 815 840 rBVY 5303700 5492280 88.08% 11.209%
7 7.536 880 884 904 rBY 3590094 4397400 70.52% 8.974%
8 8.254 1003 1006 1023 rBV 1446741 1731206 27.76% 3.533%
9 9.330 1185 1189 1199 rBV 6064311 6168489 98.92% 12.589%
10 9.725 1252 1256 1266 rBV 210610 232349 3.73% 0.474%

11 10.019 1302 1306 1318 rVB 1430769 1470285 23.58% 3.001%
12 10.677 1415 1418 1426 rBV 388583 314385 5.04% 0.642%
13 10.807 1436 1440 1453 rBV 2482676 2611871 41.89% 5.330%
14 11.513 1556 1560 1574 rVB 1497570 1618060 25.95% 3.302%
15 12.018 1641 1646 1654 rBV2 104827 146238 2.35% 0.298%

16 12.948 1801 1804 1806 rBV 112860 92508 1.48% 0.189%
17 12.971 1806 1808 1812 rVB 107033 91489 1.47% 0.187%
18 13.095 1825 1829 1833 rBV 5829854 6235615 100.00% 12.726%
19 13.307 1862 1865 1868 rVB 201518 153810 2.47% 0.314%
20 13.554 1904 1907 1914 rBV5 67636 104211 1.67% 0.213%

21 13.648 1919 1923 1926 rBV2 363799 323291 5.18% 0.660%
22 13.977 1975 1979 1984 rBV 701718 670846 10.76% 1.369%
23 14.160 2006 2010 2016 rBV 2094832 2001510 32.10% 4._.085%
24 14.295 2029 2033 2037 rBV 631296 546577 8.77% 1.115%
25 14.601 2082 2085 2091 rBV 683650 646498 10.37% 1.319%

26 14.924 2136 2140 2146 rBV 678692 658350 10.56% 1.344%
27 15.283 2197 2201 2212 rBV 584821 687936 11.03% 1.404%
28 15.695 2265 2271 2281 rBV2 1334189 1966704 31.54% 4.014%
29 16.154 2344 2349 2355 rBV 308366 459666 7.37% 0.938%
30 16.695 2435 2441 2447 rBV2 194975 376950 6.05% 0.769%

Sum of corrected areas: 49000246
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\

BF107559.D
21 Jul 2018 7:37
JussJ
J4061-02
071718-DBRI-E-
31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

D-M
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\

Data File : BF107559.D

Aca On 21 Jul 2018 7:37

Operator : JU/SJ

Sample : J4061-02 e
Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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.

5.20 2.27 ng 182155 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-0Octanol 130 C8H180 000589-98-0 28
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 25
4 Propane. 2-ethoxvy-2-methvl- 102 C6H140 000637-92-3 23
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 487 (5.201 min): BF107559.D (-484) (-) m/z 43.00 100.00%
43.0
59.0
5000
1010 480 500 520 540 5.60
83.0 : : : : :
0....,....','...!-|,....,-....-,|....,....,....,....,....,2(.)‘.3'.9. m/z 59.00 59.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RS AR UL I I
59.0 480 500 520 540 5.60
0
150 1010 m/z 58.00 18.77%
1L ‘ Il Tl 83 0 L ‘
N I S I I B SN L I S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
83.0 4.80 5.00 5.20 5.40 5.60
5000 41.0 m/z 101.00 17.61%
101.0
14.0
L L L L S S W S L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8346: 2-Hexanol, 2-methyl- e S P
54.0 480 5.00 5.20 5.40 5.60
m/z 41.00 8.64%
5000
101.0
41.0
0'Eq?'w“qu'w”---ﬁaq'w"'w"'w"'w"'w"'w"" R R U SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\

Data File : BF107559.D

Aca On 21 Jul 2018 7:37

Operator : JU/SJ

Sample : J4061-02 e
Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 unknown6.74 Concentration Rank 2

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

6.74 50.93 ng 4090180 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
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 749 (6.742 min): BF107559.D (-745) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0
40.0 540 ‘ 6.40 6.60 6.80 7.00
o..,....,....,....l'!...,'.'...,::.-.|..'..,?‘?.9,....,.':..,1.1.“?9,....,'...,.. m/z 68.00 40.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
2000 o 6.40 6.60 6.80 7.00
10 550 %0 70 m/z 134.00  32.52%
79.0 :
0|||||||||||||||||‘||‘||||‘|‘|‘||||‘|‘=l‘l||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||"lll -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.40 6.60 6.80 7.00
5000 m/z 66.00 28.02%
33.0 44.0 105.0

70.0
56.0 86.0

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
m/z 69.05 15.76%
5000
104.0
66.0
ol 140 270 390 510 770 890 || 1150 ||
T T e T e T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

8270-BF072018_.M Mon Jul 23 13:56:01 2018 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\

Data File : BF107559.D

Aca On 21 Jul 2018 7:37

Operator : JU/SJ

Sample : J4061-02 e
Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Triethyl citrate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.68 4.28 ng 314385 Acenaphthene-d10 10.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 91
2 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 45
3 Adipic acid. ethvl 4-methvlpent-... 258 C14H2604 1000353-49-9 38
4 Pvrimidine. 2-methvlthio-4-hvdro... 157 C5H7N30S 001074-41-5 28
5 3-Chloro2-fluorobenzoic acid, 4-... 384 C22H34CIF02 1000338-65-1 28
Abundance Scan 1418 (10.677 min): BF107559.D (-1415) (-) m/z 157.05 100.00%
157.1
5000 115.0
43.0 SRR SN SR SUNRE
87.0 203.1 10.40 10.60 10.80 11.00
o Ry S ST [ — m/z 115.00 39.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #123850: Triethyl citrate
157.0
29.0
2000 115.0 10.40 10.60 10.80 11.00
203.0 m/z 43.00 17.37%
ol 1, | 80 80 ‘ 2310 2170
m/z--> 25 40 60 80 100 120 150 160 180 200 220 240 260 280
Abundance
157.0
10,40 10.60 10.80 11.00
5000 43.0 115.0 m/z 111.00 10.26%
87.0
188.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108919: Adipic acid, ethyl 4-methylpent-2-yl ester
157.0 10.40 10.60 10.80 11.00
m/z 158.00 8.01%
111.0
5000
43.0 85.0 ‘
0...“..w..”,.”.,”..“..w..”,.”.,”..“...??ﬁon.....w..”,. S | N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\

Data File : BF107559.D

Aca On 21 Jul 2018 7:37

Operator : JU/SJ

Sample : J4061-02 e
Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Heptacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.65 3.23 ng 323291 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Docosane 310 C22H46 000629-97-0 86
4 Dodecane. 1-i1odo- 296 C12H251 004292-19-7 80
5 Tridecane 184 C13H28 000629-50-5 74
Abundance Scan 1923 (13.648 min): BF107559.D (-1919) (-) m/z 57.00 100.00%
51.0
5000
%0 141.2 183.2 221.1 253.3282.1 13:40.13.60 13.80 14.00
0 o g f412 1832 221128832821 ' sz 71.10  56.65%
m/z-> 0 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 T
13.40 13.60 13.80 14.00
m/z 43.00 56.33%
0 27 0\ ) hgﬂo‘ 141.0 1830 225.0 267.0 323.0 380.0
m/z-> 0 50 100 1éo 200 250 300 350
Abundance
57.0
13.40 13.60 13.80 14.00
5000 m/z 85.10 39.21%
99.0
o 2110 1M01%02%02aw%n
m/z-> 0 50 100 150 200 250 300 350
Abundance #153222: Docosane
57.0 13.40 13.60 13.80 14.00
m/z 55.00 21.35%
5000
99.0 Lw~
ol 270 | | ), 1410 1830 2250 267.0 310.0
m/z-> 0 50 160 150 200 250 300 350 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\

Data File : BF107559.D

Aca On 21 Jul 2018 7:37

Operator : JU/SJ

Sample : J4061-02 e
Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Sulfurous acid, butyl hepta... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.98 6.70 ng 670846 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl heptadecvl... 376 C21H4403S 1000309-18-4 91
2 Octadecane. 1-chloro- 288 C18H37ClI 003386-33-2 91
3 Tritetracontane 605 C43H88 007098-21-7 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Methoxyacetic acid, 2-tetradecyl... 286 C17H3403 1000282-04-8 87
Abundance Scan 1979 (13.977 min): BF107559.D (-1975) (-) m/z 57.00 100.00%
57.0

||

J 11.1 13.60 13.80 14.00 14.20

O - ...]i,.i.u..,l‘.i?.?,.???,l....,.... e || M/z 43.00 58 45%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #200447: Sulfurous acid, butyl heptadecy! ester

o

5000 LI L L L L L L L L L
13.60 13.80 14.00 14.20
m/z 71.10 51.41%
o ‘ | 0 190 23905010
.”... T T e e T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
13.60 13.80 14.00 14.20
5000 m/z 85.10 35.24%
105.0
0 161.0 217.0 288.0
T [ T [T T e e e T T
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57.0 13.60 13.80 14.00 14.20
m/z 55.00 34 _.35%
5000
o 101690 225.0 28103370 393.0 463.0 519.0 575.0
T S e e e e T e T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 13. 60 13 80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107559.D

Aca On 21 Jul 2018 7:37

Operator : JU/SJ

Sample : J4061-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Heneicosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.29 5.46 ng 546577 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Octadecane 254 C18H38 000593-45-3 87
5 3,5-Dimethyldodecane 198 C14H30 107770-99-0 83

Abundance Scan 2032 (14.289 min): BF107559.D (-2029) (-) m/z 57.00 100.00%
5%.0
5000
J F11M2mn2%2%m 313.2 14.00 14.20 14.40 14.60
ob b b b g 252 1832 2252 2652 8132 ' "m/z 71.10 56.01%
miz--> 0 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
57.0
5000
14.00 14.20 14.40 14.60
99.0 m/z 43.00 55.64%
L2700 || ) 1410 1830 2250 26702960
miz--> 0 éo 160 1éo 260 2éo 360 3éo
Abundance
57.0
14,00 14.20 14.40 14.60
5000 m/z 85.10 37.69%
0 27,0 90 1410 183.0 225.0 267.0 323.0 380.0
miz--> 0 éo 160 1éo 260 2éo 300 3éo
Abundance #194493: Hexacosane
57.0 14.00 14.20 14.40 14.60
m/z 55.00 23.43%
5000
99.0
ol 1. J‘J‘j | , 1410 1830 2250 267.0 309.0  367.0
miz--> 0 éo 160 1éo 260 2éo 300 3éo 14.00 1450 1420 1&60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\

Data File : BF107559.D

Aca On 21 Jul 2018 7:37

Operator : JU/SJ

Sample : J4061-02 e
Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Tricosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .60 6.46 ng 646498 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 93
2 Hexadecane 226 C16H34 000544-76-3 93
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 93
4 Heptacosane 380 C27H56 000593-49-7 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2085 (14.601 min): BF107559.D (-2082) (-) m/z 57.00 100.00%
57.0
5000
99] ! 141 1 183.2215.1 253.2284.0 324.1 397.3 142'0' 1440 1460 1480 1500
L A e e Lt m/z 71.05 54.10%
m/z--> 50 100 150 200 250 300 350 400
Abundance #164578: Tricosane
57.0
14.20 14.40 14.60 14.80 15.00
99.0 324.0 m/z 43.00 53.74%
0 A “\ J 1 h‘ . \14%0\ 1830 2250 267.0 ‘
m/z--> 55 160 1%0 260 2éo 300 350 460
Abundance
57.0
14:20 14.40 14.60 14.80 15.00
5000 m/z 85.10 38.85%
0 27.0 990 1410 1830 226.0
m/z--> 55 160 1%0 200 250 300 350 460
Abundance #152416: Tridecane, 1-iodo- S B L L B A B
57.0 14.20 14.40 14.60 14.80 15.00
m/z 55.00 21.05%
5000
28.0
99.0 183.0
Y P 0 O - 11 TN M et e A
m/z--> 50 100 150 200 250 300 350 400 1420 1440 1460 1480 1500
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\

Data File : BF107559.D

Aca On 21 Jul 2018 7:37

Operator : JU/SJ

Sample : J4061-02 e
Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .92 6.58 ng 658350 Chrysene-di12 14.16
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 Tetracosane 338 C24H50 000646-31-1 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Docosane 310 C22H46 000629-97-0 90
Abundance Scan 2139 (14.918 min): BF107559.D (-2136) (-) m/z 57.00 100.00%
57.0
5000

14.60 14.80 15.00 15.20
| J 141.1 177.0207.0
o h L, .I' A gl 177.0207.0 2491 3090 4091 7574300 56.33%

1
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57.0
5000 LA L L L L L LB L L |

14.60 14.80 15.00 15.20
m/z 71.10 52.94%

99.0
ol 220 | ) /7, 1410 183.0 2250 267.0 323.0  380.0
e e T e T T T T T T e T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
S BARRERaREE SR
14.60 14.80 15.00 15.20
5000 m/z 85.05 37.78%
99.0
o 141.0 183 0 225.0 267.0 309.0 367 0
T T T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #175559: Tetracosane
57.0 14.60 14.80 15.00 15.20
m/z 55.00 19.73%
5000
99.0
o270 | , 1410 1830 2250 338.0
—— ....,....,.... T T R A
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\

Data File : BF107559.D

Aca On 21 Jul 2018 7:37

Operator : JU/SJ

Sample : J4061-02 e
Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Tridecane, 3-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.28 7.00 ng 687936 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 3-methvl- 198 C14H30 006418-41-3 93
2 Heptacosane 380 C27H56 000593-49-7 91
3 Tetradecane. 4-ethvl- 226 C16H34 055045-14-2 91
4 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 2200 (15.277 min): BF107559.D (-2197) (-) m/z 57.00 100.00%
5%.0
5000
el 411 183.1217.2 266.9 317.1 425.2 1500 15.20 15,40 1560
ol bl Ly f4L 1831217.2 2669 3171 4252 ns5 71 05 54.48Y%
m/z--> 50 100 150 200 250 300 350 400
Abundance #59890: Tridecane, 3-methyl-
57.0
5000 LN SUNN B SUN
15.00 15.20 15.40 15.60
m/z 43.00 51.62%
99.0 169.0
02.(3"‘.0.,....|....|....|........l....l....l...
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
15.00 15.20 15.40 15.60
5000 m/z 85.10 38.91%
99.0
0280 | | [~ 1410 1830 2250 2670 3230 3800
m/z--> 50 100 150 200 250 300 350 400
Abundance #83033: Tetradecane, 4-ethyl- R e e e
43.0 15.00 15.20 15.40 15.60
m/z 55.00 18.70%
5000 85.0
ol ni | | 127.0 166,097 0
m/z--> 50 100 150 200 250 300 350 400 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\

Data File : BF107559.D

Aca On 21 Jul 2018 7:37

Operator : JU/SJ

Sample : J4061-02 e
Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.15 4.67 ng 459666 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Heptacosane 380 C27H56 000593-49-7 87
3 Tridecane. 2-methvyl- 198 C14H30 001560-96-9 87
4 Docosane. 7-hexvl- 394 C28H58 055373-86-9 87
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 2348 (16.148 min): BF107559.D (-2344) (-) m/z 57.00 100.00%
57.0
99.0 15.80 16.00 16.20 1640
141.1 : : : :
ol WLy Ly M1 18322152 249.0270.1311.33430 m/z 71.05 55.10%
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57.0
5000 R AR AR AR
mmmmmmmm
99.0 m/z 43.10 47 . 77%
fwww\ﬂh¥m1%92m 281.0  337.0  394.0
m/z--> 50 100 1%0 260 2%0 360 3%0 '
Abundance
57.0
15.80 16.00 16.20 16140
5000 m/z 85.10 39.64%
99.0
27.0 141.0 183.0 225.0 267.0 323.0 380.0
m/z--> 55 160 1%0 200 250 300 350 '
Abundance #59889: Tridecane, 2-methyl- T T T T T
57.0 15.80 16.00 16.20 16.40
m/z 55.00 21.46%
- KM/\M
2@0} | 19%0 1550 1oq,
0.‘.‘. ..‘.‘.'.‘... ....'.... ——r—t —— ——r— s R ARRAw
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 1580 1600 1620 1640 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\

Data File : BF107559.D

Aca On 21 Jul 2018 7:37

Operator : JU/SJ

Sample : J4061-02 e
Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 2-methyloctacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.69 3.83 ng 376950 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 68
2 Hentriacontane 437 C31H64 000630-04-6 68
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 68
4 Tetratetracontane 619 C44H90 007098-22-8 68
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 68
Abundance Scan 2440 (16.689 min): BF107559.D (-2435) (-) m/z 57.00 100.00%
57.0
5000 MA\M
151.1
99.1 \ 189.1 410.3 16,40 16.60 16.80 17.00
oL, .J.n.'l.ﬂl b b B0 8082 8571 T Tmzz 71.10  57.36%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57.0
5000 LI BN UL UL B
16.40 16,60 16.80 17.00
99.0 m/z 43.00 49.38%
o | ‘ \ \‘d 141.0 1830 2250 267.0 3090 3650
m/z--> 50 100 150 200 250 300 350 400 '
Abundance
57.0
16,40 16.60 16,80 17.00
5000 m/z 85.05 40.43%
99.0
o 141.0 183.0 225.0 2670 309.0 351.0 437.0
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #194499: Eicosane, 7-hexyl- AR EREEE LS
57.0 16.40 16.60 16.80 17.00
m/z 69.10 30.15%
o “anmmwﬂvApmw/\wabduuAuMNJ
99.0
ol i’d | 1410 1820 55509 2810 320
m/z--> % 100 ﬁo ﬁ 250 300 350 400 ' 16.40 16,60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF072018\

Data File : BF107559.D

Acg On : 21 Jul 2018 7:37

Operator : JU/SJ

Sample - J4061-02 071718-DBRI-E-D-M
Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-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... 5.20 2.3 ng 182155 1 6.97 1606290 20.0
unknown6.74 6.74 50.9 ng 4090180 1 6.97 1606290 20.0
Triethyl citrate 10.68 4.3 ng 314385 3 10.02 1470290 20.0
Heptacosane 13.65 3.2 ng 323291 5 14.16 2001510 20.0
Sulfurous acid, b... 13.98 6.7 ng 670846 5 14.16 2001510 20.0
Heneicosane 14.29 5.5 ng 546577 5 14.16 2001510 20.0
Tricosane 14.60 6.5 ng 646498 5 14.16 2001510 20.0
Tetracosane 14.92 6.6 ng 658350 5 14.16 2001510 20.0
Tridecane, 3-methyl- 15.28 7.0 ng 687936 6 15.69 1966700 20.0
Octacosane 16.15 4.7 ng 459666 6 15.69 1966700 20.0
2-methyloctacosane 16.69 3.8 ng 376950 6 15.69 1966700 20.0
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