LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111986.D

Aca On : 10 Jan 2019 14:44

Operator : JU/SJ

Sample : K1082-11

Misc :

ALS Vial : 6 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-BF010719.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 2.175 11 15 17 rBvV 34292 40223 1.33% 0.147%
2 5.093 507 511 520 rVB 139559 161183 5.32% 0.589%
3 5.510 577 582 585 rBY 2755655 2503071 82.64% 9.152%
4 6.516 748 753 756 rBY 2800169 2720194 89.80% 9.946%
5 6.651 771 776 779 rBY 3016794 2725056 89.96% 9.964%
6 6.698 782 784 790 rVB 33679 32181 1.06% 0.118%
7 6.875 810 814 821 rBV 903481 740719 24.45% 2.708%
8 7.034 837 841 844 rBVY 2404145 2065034 68.17% 7.551%
9 7.434 904 909 912 rBVY 1866742 1721522 56.83% 6.295%
10 8.157 1028 1032 1035 rBvY 1070652 929893 30.70% 3.400%

11 9.234 1210 1215 1218 rBV 3295497 3029066 100.00% 11.075%
12 9.622 1277 1281 1284 rBV 795379 625479 20.65% 2.287%
13 9.910 1326 1330 1334 rBV 1130355 1070543 35.34% 3.914%
14 10.704 1460 1465 1468 rBvV 2227702 2049401 67.66% 7.493%

15 10.828 1482 1486 1493 rVB2 23568 35324 1.17% 0.129%
16 11.398 1579 1583 1586 rBV 1282014 1072009 35.39% 3.920%
17 11.922 1668 1672 1679 rBV2 87233 95745 3.16% 0.350%
18 12.610 1786 1789 1792 rBV 112893 91391 3.02% 0.334%

19 12.839 1823 1828 1833 rBV2 77002 100541 3.32% 0.368%
20 12.980 1848 1852 1856 rBV 2817185 2770451 91.46% 10.130%

21 13.122 1873 1876 1879 rBV 47621 35455 1.17% 0.130%
22 13.457 1928 1933 1938 rVB7 26629 46452 1.53% 0.170%
23 13.551 1947 1949 1952 rVB 53491 39156 1.29% 0.143%

24 13.880 2000 2005 2011 rBV 126825 150495 4._.97% 0.550%
25 14.039 2027 2032 2035 rBV 919259 834266 27.54% 3.050%

26 14.198 2056 2059 2063 rBV 101379 83683 2.76% 0.306%
27 14.504 2107 2111 2118 rVB 133315 130286 4 _30% 0.476%
28 14.810 2160 2163 2167 rVB 127118 122028 4._.03% 0.446%
29 15.151 2217 2221 2227 rBV 134052 148200 4_.89% 0.542%
30 15.515 2278 2283 2296 rVB 648749 960119 31.70% 3.511%

31 15.980 2357 2362 2367 rVB 80480 120543 3.98% 0.441%
32 16.486 2444 2448 2455 rVB4 50493 99732 3.29% 0.365%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111986.D

Aca On : 10 Jan 2019 14:44

Operator : JU/SJ

Sample : K1082-11

Misc :

ALS Vial : 6 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\HPCHEM1\BNA F\METHODS\8270-BF010719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 27349441
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF011019\
Data File : BF111986.D

Aca On : 10 Jan 2019 14:44

Operator : JU/SJ

Sample : K1082-11

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF010719.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: BF111986.D
6.65

3000000 551 6.52

2500000 7.03

2000000 7.43
1500000
1000000 6.87

500000

5.09 I
02.18 i L LJ%?O

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF111986.D

—

3000000 12.98

2500000
10.70

2000000

1500000 11.40

8. 16 9.91
1000000

500000

L J 10.83 1192 12.6112.84/| 1312
O T B e e e I e L L L =

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: BF111986.D

3000000
2500000
2000000
1500000

1000000 14.04
15.52

500000
13.88 1450 14.81 15.15
131 55 14.20 15/{98 19\49

O T T T e

I I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111986.D

Aca On : 10 Jan 2019 14:44

Operator : JU/SJ

Sample : K1082-11

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 3

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

5.09 4_.35 ng 161183 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 17
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 511 (5.093 min): BF111986.D (-507) (-) m/z 43.00 100.00%
43.0
59.1
5000
| - 1°|1-1 480 500 520 540
e e e e e e m/z 59.10 54 .34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A U L LIS I
59.0 480 500 520 5.40
0
150 4, 1010 m/z 101.10 16.52%
wl . 83.0 .
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8346: 2-Hexanol, 2-methyl-
59.0
480 500 520 540
5000 m/z 58.00 14 _.27%
410 101.0
150 27\\0\ \‘H ‘Hm ZlO 83‘0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0 480 500 520 5.40
m/z 41.05 8.22%
5000 41.0
S S Y. S .U 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111986.D

Aca On : 10 Jan 2019 14:44

Operator : JU/SJ

Sample : K1082-11

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 unknown6.65 Concentration Rank 1

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

6.65 73.58 ng 2725060 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
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 776 (6.651 min): BF111986.D (-771) (-) m/z 132.00 100.00%
132.0
5000 68.1 {
96.1 IR IS U R
40.1 g4 J 6.40 6.60 6.80 7.00
M.'?}-?..I,IIFF?-?.. R — m/z 68.10 41.17%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 U UL A I

6.40 6.60 6.80 7.00
m/z 134.00 33.35%

31.0 51.0
B Y R W S | I |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
e N Ry m
74.0 6.40 6.60 6.80 7.00
5000 ggo 1160 m/z 66.10 26.98%
SN A RNER T Y S -
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine P
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.92%
5000
70.
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111986.D

Aca On : 10 Jan 2019 14:44

Operator : JU/SJ

Sample : K1082-11

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Sulfurous acid, butyl hepta... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.88 3.61 ng 150495 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl heptadecvl... 376 C21H4403S 1000309-18-4 91
2 Sulfurous acid. butvl octadecvl ... 390 C22H4603S 1000309-18-5 90
3 Octadecane. 1l-chloro- 288 C18H37ClI 003386-33-2 90
4 Hexadecane. l1l-chloro- 260 C16H33ClI 004860-03-1 86
5 Tritetracontane 605 C43H88 007098-21-7 80
Abundance Scan 2005 (13.880 min): BF111986.D (-2000) (-) m/z 57.05 100.00%
57.0

5000

13.60 13.80 14.00 14.20
m/z 43.10 71.99%

141.1 167.0191.0 221.0 267.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #200447: Sulfurous acid, butyl heptadecy! ester
57.0
5000 LA L L L L L L LB
85.0 13.60 13.80 14.00 14.20
m/z 71.10 58.30%
29.0 11.0
) ‘ L 101390 1600 21002890 2010
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #207558: Sulfurous acid, butyl octadecy! ester
57.0
i
13.60 13.80 14.00 14.20
5000 m/z 55.10 41.67%
85.0
29.0 111.
f ‘ ‘ ‘ J [MH-0 139.0 169.0 197.0 224.0 2530 287.0 317.0
”qnnpulnnpuq”upn.””.u.””.”.u”.u.””.”.uu.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #134594: Octadecane, 1-chloro- N B EE
57.0 13.60 13.80 14.00 14.20
m/z 85.10 40.60%
5000 85.0
29.0

| ‘ J \\ﬂ}n\\ “147 0 175.0 203.0 231.0 259.0 268.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13 60 13. 80 14. OO 14 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111986.D

Aca On : 10 Jan 2019 14:44

Operator : JU/SJ

Sample : K1082-11

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Octacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.20 2.01 ng 83683 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Docosane 310 C22H46 000629-97-0 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2059 (14.198 min): BF111986.D (-2056) (-) m/z 57.10 100.00%
51.1
5000 kvd&v
| 91 a2 13.80 14.00 14.20 14.40 14.60
LB T 83 2Lt asvo s 43.05 76,75
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
5_.0 L
5000 AR SRR DA B B
Bmmmmmmmmm
99.0 m/z 71.10 58.80%
2ao| bl }410 183.0 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 250 360 3éo
Abundance #175557: Tetracosane
57.0
13.80 14.00 14.20 14.40 14.60
5000 m/z 85.05 45 _.30%
99.0
ﬁM]|idimw:m02%omm:mmwo
m/z--> 55 160 150 200 250 360 3éo
Abundance #194493: Hexacosane RSN I LI BN N
57.0 13.80 14.00 14.20 14.40 14.60
m/z 55.05 25.75%
5000
99.0
| i_]lg | ; 1410 183.0 2250 267.0 309.0  367.0

m/z--> 50 100 150 200 250 300 350 13. 80 14. OO 14 20 14. 40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111986.D

Aca On : 10 Jan 2019 14:44

Operator : JU/SJ

Sample : K1082-11

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .50 3.12 ng 130286 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Hexatriacontane 507 C36H74 000630-06-8 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 2110 (14.498 min): BF111986.D (-2107) (-) m/z 57.10 100.00%
57.1
5000
DL 1 190 men a0 1430 1040 1460 1450
i (1910 2892 8240 0 "m/z 43.10 70.41%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
5000 UL A B B B
14.20 14.40 14.60 14.80
99.0 m/z 71.05 56.82%
L1y, 1410 1830 2250 267.0 300.0 367.0
m/z--> §o 160 1éo 260 2%0 360 3%0 460 '
Abundance #223852: Hentriacontane
57.0
14:20 14.40 14.60 14.80
5000 m/z 85.10 40.93%
99.0
L]y 1410 1830 2250 267.0 3090 3510 437.0
m/z--> §o 160 1éo 260 250 360 3%0 460 '
Abundance #105884: Octadecane B B B E e m S R
57.0 14.20 14.40 14.60 14.80
m/z 41.05 24 .71%
5000
99.0
(L)) 1410 1830 2540
m/z--> 5'0 1c')o 1&'30 2(')0 251;0 3(')0 351;0 4(')0 ! 14.'20 14.'40 14.|60 14.|80

8270-BF010719.M Fri Jan 11 03:12:46 2019

Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111986.D

Aca On : 10 Jan 2019 14:44

Operator : JU/SJ

Sample : K1082-11

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.81 2.54 ng 122028 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octacosane 394 C28H58 000630-02-4 90
3 Octadecane 254 C18H38 000593-45-3 87
4 Heneicosane 296 C21H44 000629-94-7 83
5 Triacontane 422 C30H62 000638-68-6 83
Abundance Scan 2163 (14.810 min): BF111986.D (-2160) (-) m/z 57.10 100.00%
57.1
5000
9.0 1440 1450 1480 1500 1520
I ol g 241 197.1229.0 265.0 ' ' ; ' '
el ;

e — m/z 43.10 63.55%
m/z--> 50 100 150 200 250 300 350

Abundance #202662: Heptacosane
57.0
5000 | NI LI L L L L LB L
14.40 14.60 14.80 15.00 15.20
m/z 71.10 55.13%
99.0
27.r0| |y, 1410 1830 2250 267.0 323.0 380.0
A o e e L B e L A B B e e e BN By
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
N R R e e
14.40 14.60 14.80 15.00 15.20
5000 m/z 85.10 41.55%
99.0
27,0 |y, 141.0 1830 2250 281.0 337.0 394.0
o e e L e o e e B I L e o B e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane e B B e e
57.0 14.40 14.60 14.80 15.00 15.20
m/z 55.10 25.92%
5000
99.0
ZWQ‘I | JJ | 1410 1830 22502540
L e e e e L o A B B e B B o I B RS SR R
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111986.D

Aca On : 10 Jan 2019 14:44

Operator : JU/SJ

Sample : K1082-11

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 6
R.T. EstConc Area Relative to ISTD R.T.
15.15 3.09 ng 148200 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heptacosane 380 C27H56 000593-49-7 91
3 Hentriacontane 437 C31H64 000630-04-6 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 2221 (15.151 min): BF111986.D (-2217) (-) m/z 57.10 100.00%
57.1
5000
| Jgg 0 14.80 15.00 15.20 15.40
141.2 : . . .
obrd b L a2t 1832 2241 2670 “h/r 43.10  62.70%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
57.0
5000 U S SURELRE UL B B
mmmmmmmm
m/z 71.10 61.34%
L 20 1410 1830 2250 2820
m/z--> 55 160 1%0 260 250 360 3%0 460 '
Abundance #202661: Heptacosane
57.0
14.80 15.00 15.20 15.40
5000 m/z 85.05 42 .74%
99.0
150 | | Il 141.0 183.0 225.0 2670 309.0 380.0
m/z--> 55 160 1%0 260 250 360 3%0 460 '
Abundance #223852: Hentriacontane A RN RaEaE S
57.0 14.80 15.00 15.20 15.40
m/z 41.05 23.42%
5000
99.0
| ; 141.0 183.0 225.0 2670 309.0 351.0 437.0
m/z--> 55 160 1%0 260 250 360 3%0 460 ! 1480 1500 1520 1§40 '

8270-BF010719.M Fri Jan 11 03:12:47 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111986.D

Aca On : 10 Jan 2019 14:44

Operator : JU/SJ

Sample : K1082-11

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 8
R.T. EstConc Area Relative to ISTD R.T.
15.98 2.51 ng 120543 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Hentriacontane 437 C31H64 000630-04-6 86
3 Heptadecane 240 C17H36 000629-78-7 80
4 Octadecane 254 C18H38 000593-45-3 80
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 80
Abundance Scan 2362 (15.980 min): BF111986.D (-2357) (-) m/z 57.05 100.00%
57.0
5000
Jgg-o 15160 15,80 1600 1620
141.1 225.2 . . . .
...~.,|.J...1|, LA AO207E 290 | m/z 43.10 63.04%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194494: Hexacosane
57.0
5000 A SRR B U R

15.60 15.80 16.00 16.20
m/z 71.10 60.90%

99.0
Ly J |J 1410 183.0 2250 267.0 3090 366.0

m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57.0
R o R o R
15.60 15.80 16.00 16.20
5000 m/z 85.05 45.90%

99.0
Ay J;lu 141.0 183.0 2250 267.0 309.0 351.0 393.0 436.0

m/z--> 50 100 150 200 250 300 350 400

Abundance #94344: Heptadecane R EREREREEE

57.0 15.60 15.80 16.00 16.20
m/z 41.10 20.19%

5000
99.0

GBS e — S —

m/z--> 50 100 150 200 250 300 350 400 15 60 15. 80 16. 00 16. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011019\
Data File : BF111986.D

Aca On : 10 Jan 2019 14:44

Operator : JU/SJ

Sample : K1082-11

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Tetracosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.49 2.08 ng 99732 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 64
2 Triacontane 422 C30H62 000638-68-6 59
3 Heptacosane 380 C27H56 000593-49-7 59
4 Bacchotricuneatin c 342 C20H2205 066563-30-2 55
5 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 53
Abundance Scan 2449 (16.492 min): BF111986.D (-2444) (-) m/z 57.10 100.00%
57.1
5000
99.0 AU B SR B
||||||| 1 MWMWW m/Z 71.10 67.19%
m/z--> 50 100 150 200 250
Abundance #175557: Tetracosane
57.0
5000 LN SR ISR BULILN U
mmmmmmmm
m/z 43.10 60.73%
2do ,J d i }4}0 183.0 225.0 267.0 338.0
m/z--> 50 100 150 260 250 360 3%0 460
Abundance #219831: Triacontane
57.0
16.20 16,40 16.60 16.80
5000 m/z 85.05 42 .63%
99.0
26.0) | | . ﬂ | 1410 1830 2250 267.0 309.0 3510 422.0
m/z--> éo 100 1%0 260 250 360 3%0 460
Abundance #202662: Heptacosane AR EEREE L
57.0 16.20 16.40 16.60 16.80
m/z 55.10 28.86%
5000
99.0
26,0| | | d 1410 1830 225.0 267.0 323.0 380.0
m/z--> % 1m ﬁo m 250 300 m 4& mmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF011019\
Data File : BF111986.D

Acq On : 10 Jan 2019 14:44

Operator : JU/SJ

Sample - K1082-11

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010719_.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... 5.09 4.3 ng 161183 1 6.87 740719 20.0
unknown6 .65 6.65 73.6 ng 2725060 1 6.87 740719 20.0
Sulfurous acid, b... 13.88 3.6 ng 150495 5 14.04 834266 20.0
Octacosane 14.20 2.0 ng 83683 5 14.04 834266 20.0
Hexacosane 14.50 3.1 ng 130286 5 14.04 834266 20.0
Heptacosane 14.81 2.5 ng 122028 6 15.52 960119 20.0
Eicosane 15.15 3.1 ng 148200 6 15.52 960119 20.0
Hexacosane 15.98 2.5 ng 120543 6 15.52 960119 20.0
Tetracosane 16.49 2.1 ng 99732 6 15.52 960119 20.0
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