LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO071318\

Data File : BF107387.D

Aca On - 14 Jul 2018 1:22 Instrument :
Operator : JU/SJ BNA_F

Sample - J3970-01 ClientSampleld :
Misc - 071118-DBRI-F-D-B
ALS Vial : 32 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-BF061918 .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 5.154 477 479 491 rBV 11697 16471 1.04% 0.201%
2 5.566 546 549 569 rBV 273395 361684 22.91% 4.410%
3 6.578 718 721 739 rBV2 183206 255580 16.19% 3.116%
4 6.707 739 743 752 rBV 601016 615229 38.98% 7.501%
5 6.925 777 780 788 rBV 252767 220260 13.95% 2.686%
6 7.084 803 807 818 rBV 974586 869173 55.07% 10.598%
7 7.495 873 877 895 rBV 640489 641314 40.63% 7.820%
8 8.213 995 999 1023 rBV 223192 240213 15.22% 2.929%
9 9.289 1178 1182 1198 rBVY 1146214 1207034 76.47% 14.717%
10 9.683 1246 1249 1256 rBV 58042 58389 3.70% 0.712%

11 9.977 1296 1299 1310 rVB 267667 259601 16.45% 3.165%
12 10.636 1408 1411 1419 rBB 79512 69444 4._.40% 0.847%
13 10.777 1431 1435 1446 rBV 454874 512915 32.50% 6.254%
14 11.472 1550 1553 1567 rBB 292813 311817 19.76% 3.802%
15 13.060 1818 1823 1826 rBV 1618806 1578413 100.00% 19.245%

16 13.260 1852 1857 1860 rBV 18187 17361 1.10% 0.212%
17 13.601 1911 1915 1918 rBV 37254 32729 2.07% 0.399%
18 13.930 1967 1971 1973 rBV 44555 40861 2.59% 0.498%
19 13.954 1973 1975 1983 rVB3 20964 31184 1.98% 0.380%

20 14.130 2001 2005 2012 rBV 358436 327519 20.75% 3.993%

21 14.248 2019 2025 2027 rBV 80111 100979 6.40% 1.231%

22 14.554 2073 2077 2081 rVB 63236 57515 3.64% 0.701%

23 14.865 2127 2130 2136 rVB 56383 55924 3.54% 0.682%

24 15.218 2185 2190 2193 rBV 39577 47145 2.99% 0.575%

25 15.612 2253 2257 2262 rBV 31229 37394 2.37% 0.456%

26 15.671 2262 2267 2273 rBV 136836 207479 13.14% 2.530%

27 16.065 2329 2334 2339 rBV 18694 27843 1.76% 0.339%
Sum of corrected areas: 8201470
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF071318\

Data File : BF107387.D

Aca On - 14 Jul 2018 1:22

Operator : JU/SJ

ﬁ?ggle i J3970-01 071118-DBRI-F-D-B
ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF061918 .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: BF107387.D
1500000
1000000 7.08
6.71 7.50
500000
5.57 6.92
6.58,
5.15 K, n
O I e e LA s e e e o e I L B e e L s e s e e e T o LA S B e s S s e e
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: BF107387.D
13.06
1500000
9.29
1000000
500000 10.78
11.47
8.21 9.98
L T
o777 R e A T e e
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: BF107387.D
1500000
1000000
500000
14.13
14.25 1567
2> 1455 1487 1522
oL B®| D G WY e ok ew
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071318\

Data File : BF107387.D

Aca On 14 Jul 2018 1:22

Operator : JU/SJ

Sample : J3970-01 T
Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown6.71 Concentration Rank 2

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

6.71 55.86 ng 615229 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 743 (6.707 min): BF107387.D (-739) (-) m/z 132.10 100.00%
13p.1
5000 68.1
00 500 || g0 %l-l 640 6.60 6.80 7.00
B A = m/z 68.10 36.50%
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 134.10  32.15%
‘ 79.0 :
0 |||||||||||||||||‘||‘||||‘||‘||||‘|‘=l‘|||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘... -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
640 6.60 6.80 7.00
5000 m/z 66.00 22.21%
104.0
ol 140 270 300 510 06.0 77.0 490 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine
132.0 6.40 6.60 6.80 7.00
m/z 69.10 14.06%
97.0
5000 0.0
31.0 52.0
‘ 1 86.0 ! 11\6 0 |
o A ARARS RN R RS LR AR SRS AARAN AR SARAS EAASS SAASS ARRERA ISR N R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071318\

Data File : BF107387.D

Aca On 14 Jul 2018 1:22

Operator : JU/SJ

Sample : J3970-01 T
Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Triethyl citrate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.64 5.35 ng 69444 Acenaphthene-d10 9.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 78
2 1-Amino-2-methvilnaphthalene 157 C11H11N 002246-44-8 40
3 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 38
4 3-Chloro2-fluorobenzoic acid. 3-... 370 C21H32CIF02 1000338-64-6 36
5 Piperazine-1l-carboxylic acid, 4-... 362 C14H19CIN205S 1000303-80-2 33
Abundance Scan 1412 (10.642 min): BF107387.D (-1408) (-) m/z 157.10 100.00%
157.1
5000
115.0
480 oo 203.1 " 10.40 10,60 10.80 11.00
Ol prrrr et e e bbb e || M7z 115.00  31.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #123850: Triethyl citrate
157.0
29.0 B B L B s
2000 115.0 10.'40 10.|60 10.|80 11.'00
203.0 m/z 43.00 12.83%
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
R IR RN AR R
10.40 10.60 10.80 11.00
5000 m/z 203.10 9.47%

128.0
27.0 51.0 77.0 102.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #73862: Ethylmalonic acid dipropy! ester B

157.0 10.40 10.60 10.80 11.00
m/z 158.10 8.18%

5000 43.0 115.0
87.0
‘ 188.0
o I | NPT ST S T s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. 40 10 60 10. 80 11. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071318\

Data File : BF107387.D

Aca On 14 Jul 2018 1:22

Operator : JU/SJ

Sample : J3970-01 T
Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.93 2.50 ng 40861 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 10-MethvlInonadecane 282 C20H42 056862-62-5 87
3 Heptadecane 240 C17H36 000629-78-7 87
4 Octadecane 254 C18H38 000593-45-3 86
5 Docosane 310 C22H46 000629-97-0 86

Abundance Scan 1971 (13.930 min): BF107387.D (-1967) (-) m/z 57.10 100.00%

57.1

5000
113.1 9411 13.60 13.80 14.00 14.20
0! m/z 71.05 72.27%
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
13.60 13.80 14.00 14.20
m/z 43.00 57 .34%
29 0 130 9410
. L1410 1690 197.0 2250 2530 2960
.”,””P.”P”.P”q.”wnnlnup.upu..”..”.”..””,””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
R R R e e
85.0 13.60 13.80 14.00 14.20
5000 ' m/z 85.10 53.81%
154.0
29.0
o 113.0 267.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane
57.0 13.60 13.80 14.00 14.20
m/z 55.00 21 .64%
85.0
5000
29.0
0 L Ly A11?0\1410 169.0 197.0 _ 240.0
B L B o e e LA S RARER R R N A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13 60 13. 80 14. 00 14 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071318\

Data File : BF107387.D

Aca On 14 Jul 2018 1:22

Operator : JU/SJ

Sample : J3970-01 T
Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Octadecane, 5,14-dibutyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.25 6.17 ng 100979 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 60
2 Tetracosane 338 C24H50 000646-31-1 60
3 Octacosane 394 C28H58 000630-02-4 60
4 Octadecane. 5.14-dibutvl- 366 C26H54 055282-13-8 53
5 Heptacosane 380 C27H56 000593-49-7 53

Abundance Scan 2025 (14.248 min): BF107387.D (-2019) (-) m/z 57.05 100.00%

571.0

5000

14.00 14.20 14.40 14.60

0! m/z 71.10 56.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141426: Heneicosane
57.0
5000

14.00 14.20 14.40 14.60
9.0 m/z 43.05 55.36%

0150 | | \ |4 h\ 5 141, 0183 02250  296.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
R EEEE R RS S R
14.00 14.20 14.40 14.60
5000 m/z 85.10 39.65%
99.0
o 141.0183. 02250 338.0
T T T T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #209566: Octacosane
14.00 14.20 14.40 14.60
m/z 219.20 22.82%
5000

‘ 141.0183.0225.0 281.0 337.0 394.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 1400 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071318\

Data File : BF107387.D

Aca On 14 Jul 2018 1:22

Operator : JU/SJ

Sample : J3970-01 T
Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .55 3.51 ng 57515 Chrysene-di12 14.13
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 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Docosane 310 C22H46 000629-97-0 90
Abundance Scan 2076 (14.548 min): BF107387.D (-2073) (-) m/z 57.05 100.00%
57.0
5000
21 14170 14140 1460 1480
. 191.0 : : : :
o...|,.~'..‘.-",.'1.*.-.','.-...-,....,.2]8.1'9,....,....,... m/z 71.05 71.59%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194494: Hexacosane
57.0
5000 UL B BRI U
14.20 14.40 14.60 14.80
99.0 m/z 43.00 61.84%
026}0‘” ‘\ ‘H\ “h h‘ u‘ %4.:\[0\ :\L8\30\ 2250 267.0 309.0 366.0
m/z--> §o 160 150 260 250 360 3éo 460
Abundance
57.0
14.20 1440 14.60 14.80
5000 m/z 85.10 50.77%
99.0
01260 141.0 183.0 225.0 267.0 309.0 351.0 422.0
m/z--> §o 160 1%0 260 2%0 360 3%0 460
Abundance #209565: Octacosane
57.0 14.20 14.40 14.60 14.80
m/z 55.00 22.17%
5000
99.0
oLl L i) 140 1830 2250 zm10  saro  seao
m/z--> 5'0 1(')0 1éo 2(')0 250 3(')0 3éo 4(')0 14.'20 14.'40 14.|60 14.|80 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071318\

Data File : BF107387.D

Aca On 14 Jul 2018 1:22

Operator : JU/SJ

Sample : J3970-01 T
Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Heptacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .87 3.42 ng 55924 Chrysene-di12 14.13
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 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Docosane 310 C22H46 000629-97-0 91
Abundance Scan 2131 (14.871 min): BF107387.D (-2127) (-) m/z 57.00 100.00%
51.0
5000
99.1 it e dhanttiiivhodionas
155.1 14.60 14.80 15.00 15.20
ol .|', . .'l|, Lo ;or7y 2080 28l U701 05 79.53%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 LI SR SR SULRULE B
14.60 14.80 15.00 15.20
99.0 m/z 43.00 62.80%
oL 20 | | ) 1) 1410 1830 2250 26602060
m/z--> 50 100 150 200 250 300 350 '
Abundance
57.0
14,60 14.80 15.00 15.20
5000 m/z 85.10 61.51%
99.0
o 27.0 1410 183.0 2250 267.0 309.0 380.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane e A T St
57.0 14.60 14.80 15.00 15.20
m/z 99.10 23.12%
5000
99.0
oL270) | || pevo 1830 2250 267.0 309.0 3650
m/z--> 50 100 15 200 250 300 350 ' 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071318\
Data File : BF107387.D

Aca On 14 Jul 2018 1:22

Operator : JU/SJ

Sample : J3970-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 8 Hentriacontane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.22 4.54 ng 47145 Perylene-di12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Hentriacontane 437 C31H64 000630-04-6 90
3 Pentacosane 352 C25H52 000629-99-2 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Heneicosane 296 C21H44 000629-94-7 87

Abundance Scan 2190 (15.218 min): BF107387.D (-2185) (-) m/z 57.05 100.00%
5%.0
5000
99.1 L S I R B
] l | I 141.0 183.2 15.00 15.20 15.40 15.60
ol bl Ly e m/Z 71.05 72.30%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
5000 L B B UL B
mmmmﬁmmm
99.0 m/z 43.00 57.88%
oL Ll M h\\m }4}0 1830 2250 267.0 309.0 367.0
m/z--> éo 100 150 200 250 360 3éo 460 !
Abundance
57.0
" 15.00 15.20 15.40 15.60
5000 m/z 85.05 50.76%
99.0
o 141.0 183.0 225.0 2670 309.0 351.0 437.0
m/z--> éo 160 1éo 200 250 360 3éo 460 !
Abundance #185533: Pentacosane a4 ittt
57.0 15.00 15.20 15.40 15.60
m/z 69.00 19.47%
5000
99.0
o Ly 141.0 1830 2250 267.0 300.0 352.0
m/z--> ' 160 1éo 260 250 360 3éo 460 ! 1550 1520 1540 15.60

8270-BF061918_.M Mon Jul 16 18:06:01 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071318\
Data File : BF107387.D

Aca On 14 Jul 2018 1:22

Operator : JU/SJ

Sample : J3970-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Pentacosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.61 3.60 ng 37394 Perylene-di12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Triacontane 422 C30H62 000638-68-6 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91

Abundance Scan 2257 (15.612 min): BF107387.D (-2253) (-) m/z 57.10 100.00%
51.1
5000
991 rTrrryrrrryrrrr T TT T T
| T 141 o 191.1 0811 15.20 15.40 15.60 15.80 16.00
T 0 I I M - S m/z 71.10 75.93%
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane
57.0
5000 R BRI ORI DR B
mmmmmmmmmm
99.0 m/z 43.05 53.30%
m/z--> §0 100 1%0 200 250 360 3éo '
Abundance
57.0
15.20 15.40 15.60 15.80 16.00
5000 m/z 85.05 50.99%
99.0
o270 141.0 1830 2250 267.0 3000 352.0
m/z--> §0 160 150 200 250 360 3éo '
Abundance #209565: Octacosane
57.0 15.20 15.40 15.60 15.80 16.00
m/z 55.05 22.12%
5000
99.0
o 2110 “ 1 ﬂ L }41 -0 1830 2250  281.0  337.0  394.0
m/z--> % mo mo ﬁo 250 %o %o ' mmmmmmmmmm

8270-BF061918 .M

Mon Jul 16 18:06:01 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071318\

Data File : BF107387.D

Aca On 14 Jul 2018 1:22

Operator : JU/SJ

Sample : J3970-01 T
Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Octacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.07 2.68 ng 27843 Perylene-di12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 80
2 Heneicosane 296 C21H44 000629-94-7 80
3 Octacosane 394 C28H58 000630-02-4 78
4 Hentriacontane 437 C31H64 000630-04-6 72
5 Undecane, 3,9-dimethyl- 184 C13H28 017301-31-4 64
Abundance Scan 2335 (16.071 min): BF107387.D (-2329) (-) m/z 57.00 100.00%
5%.0
5000 ‘ J\J\&/\M
1491 071 15.80 16.00 16.20 16.40
| """J e m/z 71.10 68.21%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57.0
5000 L LR BRI UL UL
15. 80 16. 00 16.20 16.40
99.0 m/z 85.10 47 .33%
o270 “ |4 u‘ L 410 1830 240.0
m/z--> 50 100 1éo 200 2éo 300 3éo '
Abundance
57.0
15.80 16.00 16.20 16.40
5000 m/z 43.00 40.96%
99.0
27,0 141.0 1830 225.0 266.0296.0
m/z--> 55 160 150 200 250 360 3éo '
Abundance #209565: Octacosane A EEEEE T
57.0 15.80 16.00 16.20 16.40
m/z 99.00 19.23%
5000
99.0
oL 20 J ;\ | }410 1830 2250 2810  337.0  394.0 MI
m/z--> 55 100 1éo 260 2éo 360 3éo ' 15%0 1&00 1650 1&40

8270-BF061918_.M Mon Jul 16 18:06:02 2018 Page: 11



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF071318\

Data File : BF107387.D

Acg On : 14 Jul 2018 1:22

Operator : JU/SJ

Sample - J3970-01 071118-DBRI-F-D-B
Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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]
unknown6.71 6.71 55.9 ng 615229 1 6.92 220260 20.0
Triethyl citrate 10.64 5.3 ng 69444 3 9.98 259601 20.0
Heneicosane 13.93 2.5 ng 40861 5 14.13 327519 20.0
Octadecane, 5,14-... 14.25 6.2 ng 100979 5 14.13 327519 20.0
Hexacosane 14.55 3.5 ng 57515 5 14.13 327519 20.0
Heptacosane 14 .87 3.4 ng 55924 5 14.13 327519 20.0
Hentriacontane 15.22 4.5 ng 47145 6 15.67 207479 20.0
Pentacosane 15.61 3.6 ng 37394 6 15.67 207479 20.0
Octacosane 16.07 2.7 ng 27843 6 15.67 207479 20.0
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