LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112531.D

Aca On : 13 Feb 2019 11:37

Operator : JU/SJ

Sample : K1462-03

Misc :

ALS Vial : 5 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-BF012519.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 2.122 3 6 18 rVB 108520 165327 3.93% 0.303%
2 5.063 501 506 518 rBV 85777 123570 2.94% 0.226%
3 5.475 572 576 600 rBY 2594471 2641815 62.75% 4.836%
4 6.487 744 748 765 rBVY 2521495 2841186 67 .49% 5.201%
5 6.616 765 770 773 rBVY 3258661 2950994 70.10% 5.402%
6 6.834 803 807 815 rBV 815105 674896 16.03% 1.235%
7 6.992 830 834 837 rBVY 2681560 2274263 54.02% 4.163%
8 7.398 899 903 915 rBVY 1796966 1792077 42.57% 3.281%
9 8.116 1021 1025 1034 rBV 985313 870748 20.68% 1.594%
10 9.192 1203 1208 1211 rBvY 3883981 3399762 80.76% 6.224%

11 9.581 1271 1274 1281 rBV 228292 230319 5.47% 0.422%
12 9.875 1319 1324 1333 rBV 1148485 1064863 25.29% 1.949%
13 10.086 1355 1360 1369 rBV2 32025 53463 1.27% 0.098%
14 10.669 1455 1459 1471 rBV 2474996 2367059 56.23% 4 _.333%
15 11.363 1573 1577 1580 rBV 1318890 1155489 27.45% 2.115%

16 11.451 1584 1592 1594 rBV3 202704 419277 9.96% 0.768%
17 11.886 1660 1666 1680 rVB 889295 1491834 35.44% 2.731%
18 12.527 1772 1775 1779 rBV3 44478 62455 1.48% 0.114%
19 12.580 1779 1784 1790 rVvVv 204504 323595 7.69% 0.592%
20 12.674 1793 1800 1812 rVB 1136313 1810601 43.01% 3.314%

21 12.810 1818 1823 1830 rVB2 128446 170613 4._05% 0.312%
22 12.945 1841 1846 1849 rBV 3770473 4110233 97.63% 7.524%
23 12.980 1849 1852 1868 rVB2 936386 2591469 61.56% 4.744%
24 13.157 1878 1882 1888 rVB4 40944 72428 1.72% 0.133%
25 13.410 1922 1925 1929 rVB4 41768 51135 1.21% 0.094%

26 13.504 1936 1941 1948 rBV3 83469 193855 4.60% 0.355%
27 13.810 1984 1993 2009 rBV 1602867 4209851 100.00% 7.707%
28 14.010 2023 2027 2031 rBV 1044097 1080854 25.67% 1.979%
29 14.151 2047 2051 2056 rBV 573414 589023 13.99% 1.078%
30 14.204 2056 2060 2065 rVB4 63371 115062 2.73% 0.211%

31 14.427 2090 2098 2101 rBV 2014847 3449847 81.95% 6.315%
32 14.457 2101 2103 2106 rVB 1115802 941262 22.36% 1.723%
33 14.757 2149 2154 2158 rBV 1487057 1798777 42.73% 3.293%
34 14.833 2164 2167 2171 rVB2 156144 176904 4._.20% 0.324%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112531.D

Aca On : 13 Feb 2019 11:37

Operator : JU/SJ

Sample : K1462-03

Misc :

ALS Vial : 5 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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012519.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.980 2184 2192 2202 rVB 1243669 2215517 52.63% 4._.056%

36 15.092 2206 2211 2216 rVB 1298843 1665687 39.57% 3.049%
37 15.468 2270 2275 2278 rBV 1016018 1478255 35.11% 2.706%
38 15.604 2291 2298 2306 rVB 398963 878119 20.86% 1.607%
39 15.898 2342 2348 2356 rBV 586363 927935 22.04% 1.699%
40 16.074 2373 2378 2389 rVB 78768 206845 4.91% 0.379%

41 16.339 2417 2423 2427 rBV2 119467 264157 6.27% 0.484%
42 16.398 2428 2433 2448 rVB 266315 522033 12.40% 0.956%
43 16.980 2528 2532 2543 rVB4 88280 203572 4.84% 0.373%

Sum of corrected areas: 54627026
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Data Path :
Data File :
Aca On :
Operator : JU/SJ
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

K1462-03

LSC Report - Integrated Chromatogram

5 Sample Multiplier: 1

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

Z:\SVOASRVA\HPCHEMI\BNA F\DATA\BF021319\
BF112531.D
13 Feb 2019 11:37

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF112531.D

5.06

6.62

5.47 6.49 6.99

7.40

o
Time--> 2.50

AN
T T T T

4.50 5.00

5.50 6.00 6.50 7.00

Abundance
3500000
3000000
2500000
2000000
1500000
8.12

1000000

500000

-

9.58

9.87

10.09

TIC: BF112531.D

10.67

11.36 12.67

?.98

13.16

O~
Time--> 8.00

T
9.50

I
10.00

10.50

11.00 11.50 12.00 12.50

13.00

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

14.43

TIC: BF112531.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112531.D

Aca On : 13 Feb 2019 11:37

Operator : JU/SJ

Sample : K1462-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 16

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

2.12 4.90 ng 165327 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 50
3 2.5-Dimethvl-4-hvdroxv-3-hexanone 144 C8H1602 000815-77-0 33
4 1-(2-Methoxvethoxv)-2-methvl-2-p... 162 C8H1803 1000364-24-4 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 6 (2.122 min): BF112531.D (-3) (-) m/z 73.10 100.00%
741
5000 431 /\\
87.1 S
9.1 | 2.20 2.30 2.40 2.50
S— $, b 20901251 1850 m/z 43.10 35.58%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4492: Butane, 2-methoxy-2-methyl- /\\_\‘
73.0
5000 RS AN AREE RN AR N
55.0 220 2.30 2.40 2.50
0 ‘ 87.0 m/z 87.10 25.76%
T ?? '|""I "d"l 'l '%O}‘O"' [rrrr T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
410 87.0 220 230 240 250
5000 57.0 m/z 55.10 24._.41%
27.0
|||||}|||||||||||||||||||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20953: 2,5-Dimethyl-4-hydroxy-3-hexanone AR e RRRREAE!
73.0 2.20 2.30 2.40 2.50
43.0 m/z 41.10 11.58%
5000
87.0
5% I Ji0m020 saeo
m/z--> 20 40 60 80 100 120 140 160 180 2.20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112531.D

Aca On : 13 Feb 2019 11:37

Operator : JU/SJ

Sample : K1462-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 17

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

5.06 3.66 ng 123570 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 505 (5.057 min): BF112531.D (-501) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 RS SRR ARERS RS AR
| | 83.0 | 480 5.00 5.20 5.40
e e e e e e m/z 59.10 63.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U R R R I
480 5.00 5.20 5.40
59.0 1010 m/z 101.00 22.79%
"'P"W'?1$'“”"h"P'“W"qu”'?%g'P"“'l”l'”'l”"P"W"”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime
43.0
480 5.00 520 540
5000 m/z 58.00 15.58%
101.0
150 310 | 589490 860
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R L A M s
54.0 480 5.00 5.20 5.40
m/z 41.10 12.69%
5000 41.0
"w"“|'“'|“'Jhk'w'“”i'”'zﬁqw"“l'“'l“"v"w%???'“%?%q'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112531.D

Aca On : 13 Feb 2019 11:37

Operator : JU/SJ

Sample : K1462-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 unknown6.62 Concentration Rank 1

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

6.62 87.45 ng 2950990 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 771 (6.622 min): BF112531.D (-765) (-) m/z 132.00 100.00%
132.0
5000
68.1 {
96.0 SRR S
40.0 541 Y e 6.20 6.40 6.60 6.80 7.00
e 1149 L "m/z 134.00 33.69%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 SRR S
6.20 6.40 6.60 6.80 7.00
33.0 105.0 m/z 68.10 30.90%
"J' |I§%O'|'73?'“8§P"||Jh' L AL B WL B
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
SRR AR SRR AR
74.0 6.20 6.40 6.60 6.80 7.00
5000 9go 1160 m/z 66.10 19.83%
||||||||‘|‘|‘|‘||‘|‘M|||“|||H“||‘|“|||“‘|||||15|8|.0|||||:!-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180 0
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal T BRaaE e )
132.0 6.20 6.40 6.60 6.80 7.00
m/z 96.00 12.52%
5000 67.0
41.0 97.0
‘ ‘ 117.0
....“..5}10“ Hflo ....“..H. N RN R mas nmat R
m/z--> 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112531.D

Aca On : 13 Feb 2019 11:37

Operator : JU/SJ

Sample : K1462-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Tetracosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.45 7.26 ng 419277 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hexatriacontane 507 C36H74 000630-06-8 87
5 Docosane 310 C22H46 000629-97-0 87
Abundance Scan 1592 (11.451 min): BF112531.D (-1584) (-) m/z 57.10 100.00%
57.1
= T M
113.1 " 1120 11.40 11,60 11.80
411 178.1
....|,.J.l.-l.||, (ol . S m/z 71.10 70.61%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
5000 R UL UL U B
85.0 1120 11,40 11.60 11.80
29.0 m/z 43.10 69.99%
| L ﬁ13°14101690197022502530281030903380
m/z--> §0 100 1éo 260 2éo 360 3éo
Abundance #194493: Hexacosane
57.0
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—
11.20 11.40 11.60 11.80
5000 85.0 m/z 85.10 50.78%
290 i Jll 141.0169.0197.022502530 _ 29503230 _ 367.0
m/z--> §0 150 260 250 300 3éo
Abundance #141425: Heneicosane R e A A
57.0 11.20 11.40 11.60 11.80
m/z 41.10 26.72%
5000 85.0
29.0
| “I L Jﬂ13°14101690197022502530 296.0
LI B | 1 T T 71 | T T T 7T | T T T 7T | T T T 7T | T T T 7T | T T —v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—

m/z--> 50 100 150 200 250 300 350 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112531.D

Aca On : 13 Feb 2019 11:37

Operator : JU/SJ

Sample : K1462-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

11.89 25.82 ng 1491830 Phenanthrene-d10 11.36
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 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Octadecanoic acid 284 C18H3602 000057-11-4 93
5 Pentadecanoic acid 242 C15H3002 001002-84-2 81

Abundance Scan 1667 (11.892 min): BF112531.D (-1660) (-) m/z 73.00 100.00%

431 73.0

5000 129.1

213.2

B

11.60 11.80 12.00 12.20
m/z 43.10 85.01%

157.1 185.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

(o]
o
o
I

5000 129.0 L B e e B B B B
11. 60 11. 80 12. OO 12 20

83.0 0
1570 1g50 2130 256.0 m/z 60.00 79.82%
4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
RN R R e e e s
43.0 11.60 11.80 12.00 12.20
5000 129.0 m/z 41.10 72.12%
171.0
[ ) L
) . T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid LRSS e
73.0 11.60 11.80 12.00 12.20
43.0 m/z 55.10 66.42%
5000 129.0

%

15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112531.D

Aca On : 13 Feb 2019 11:37

Operator : JU/SJ

Sample : K1462-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

12.67 31.34 ng 1810600 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 1799 (12.669 min): BF112531.D (-1793) (-) m/z 43.10 100.00%

431 730

5000 129.1

.

12.40 12.60 12.80 13.00
m/z 73.00 99.48%

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 L e e B
12.40 12.60 12.80 13.00
0
241.0 284.0 m/z 60.00 80.97%
207.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43.0 ,73.0
R R Eaass e e
12.40 12.60 12.80 13.00
5000 129.0 m/z 55.10 78.84%
.1.5.'?....,... L‘uv
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid T
43.0 73.0 12.40 12.60 12.80 13.00
m/z 41.10 77.68%
5000 256.0
213.0
L
‘ i ilifh
ERRRASRE R Rn ey T T T

I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112531.D

Aca On : 13 Feb 2019 11:37

Operator : JU/SJ

Sample : K1462-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Hexacosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.50 3.59 ng 193855 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 2-methvl- 254 C18H38 001560-89-0 91
5 Triacontane 422 C30H62 000638-68-6 91

Abundance Scan 1940 (13.498 min): BF112531.D (-1936) (-) m/z 57.10 100.00%

1

5000

L

13.20 13.40 13.60 13.80
m/z 43.10 81.04%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0 \w
85.0

5000 N R AREEREEEa
13 20 13. 40 13 60 13. 80

m/z 71.10 63.24%

160.9 191.0 240.3 281.0

29.0 13.
° ﬂ 14}01690197022502530 295.0323.0  367.0
—— { L B i e e e e e SR
m/z--> 50 100 150 200 250 300 350
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43.0
R LR B b
71.0 13.20 13.40 13.60 13.80
5000 m/z 85.10 51.01%
99.0
1 ‘ | | [?]0155.0183.0 22502530 2950 337.0
....,....,. T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0 13.20 13.40 13.60 13.80

m/z 41.10 45_46%

85.0
5000
29.0 13.0
Cllo | [141:0169.0107.0225.0253.0 296.0

m/z--> 50 100 150 200 250 300 350 13 20 13. 40 13 60 13. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112531.D

Aca On : 13 Feb 2019 11:37

Operator : JU/SJ

Sample : K1462-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Eicosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.81 77.90 ng 4209850 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Hexadecane. 5-butvl- 282 C20H42 006912-07-8 93
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 1993 (13.810 min): BF112531.D (-1984) (-) m/z 57.10 100.00%
57.1 ﬂ
5000
%90 13.40 13.60 13.80 14.00 14.20
1411 . . . . .
oL A d L ALy MY 1ss2 252 2673 aees ssis ST 7 agn
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
5000 R AR R --jt“TT
13140 13.60 13.80 14.00 14.20
99.0 m/z 43.10 67.86%
20f | | J L] (410 1830 2250 2820
m/z--> 55 100 150 200 250 300 350
Abundance #129495: Hexadecane, 5-butyl-
43.0
13.40 13.60 13.80 14.00 14.20
5000 85.0 m/z 85.05 56.30%
126.0 225.0
b bl L 1950 1960 | peacpsso
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0 13.40 13.60 13.80 14.00 14.20
m/z 55.05 26.27%
5000
99.0
Z&Q\ I JJ‘J 141.0 1830 2250 267.0 309.0  365.0394.0
m/z--> 50 100 150 200 250 300 350 ' 13140 13.60 13.80 14.00 14.20

8270-BF012519.M Thu Feb 14 14:24:59 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112531.D

Aca On : 13 Feb 2019 11:37

Operator : JU/SJ

Sample : K1462-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 4
R.T. EstConc Area Relative to ISTD R.T.
14.43 63.84 ng 3449850 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 95
3 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 94
4 Hexacosane 366 C26H54 000630-01-3 91
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 91
Abundance Scan 2098 (14.427 min): BF112531.D (-2090) (-) m/z 57.10 100.00%
57.1
5000
991 14.20 14.40 14.60 14.80
141 1 . . . .
oLl “ Li7ro §832 2253 2673 3094 3654 | nsz 71.10  74.63%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000
14.20 14.40 14.60 14.80
99.0 m/z 43.10 67.31%
27,0 | I| | 110 1830 2250 266.0296.0
m/z--> 55 100 1éo 260 250 360 3éo '
Abundance #185535: Heptadecane, 9-octyl-
57.0
14.20 14.40 14.60 14.80
5000 m/z 85.10 56.09%
. M J J 10 ams0 P00 ang a0
m/z--> 50 100 150 200 250 300 350
Abundance #164584: Heptadecane, 9-hexyl-
43.0 14.20 14.40 14.60 14.80
m/z 55.10 24 .19%
5000 85.0
210.0
‘ }J 210, 1690 "1 24009700 3230
m/z--> 50 100 150 200 250 300 350 14.20 14. 40 14. 60 14. 80

8270-BF012519.M Thu Feb 14 14:25:00 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112531.D

Aca On : 13 Feb 2019 11:37

Operator : JU/SJ

Sample : K1462-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Heptacosane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.46 17.42 ng 941262 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 95
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Eicosane 282 C20H42 000112-95-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 2104 (14.463 min): BF112531.D (-2101) (-) m/z 155.15 100.00%
o PP 2071 323.2
254.2
5000
61. 1 Trryrrrryrrrryrrrr|rrrri
14.20 14.40 14.60 14.80
m/z 207.05 80.93%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
51.0
5000 L UL B UL I
14.20 14.40 14.60 14.80
} m/z 95.05 79.17%
27 0| | ,9?'0‘1 141.0 183.0 225.0 267.0 3230  380.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
57.0
14.20 14.40 14.60 14.80
5000 m/z 169.20 78.91%
99.0
70| | ) | | | p4r0 1830 2250 267.0 309.0 3650
m/z--> 50 100 15 200 250 300 350 '
Abundance #141426: Heneicosane B
57.0 14.20 14.40 14.60 14.80
m/z 323.20 77.53%
5000
99.0
2no] | | | J | 1410 1830 2250 26602960
m/z--> 50 100 150 200 250 300 350 ' 14.20 14.40 14.60 14.80

8270-BF012519.M Thu Feb 14 14:25:01 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112531.D

Aca On : 13 Feb 2019 11:37

Operator : JU/SJ

Sample : K1462-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 14 Pentadecane, 8-hexyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.76 24 .34 ng 1798780 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2155 (14.763 min): BF112531.D (-2149) (-) m/z 57.10 100.00%
57.1
5000
o9t 14.40 14.60 14.80 15.00
141.1 : : : :
ok d L] 1| L1 (832 2253 2671 3233 3653 4074 n,5 71 10 74.10%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141433: Pentadecane, 8-hexyl-
43.0
5000

14.40 14.60 14.80 15.00
m/z 43.10 68.45%

196.0
: 239.0 280.0
—v—v—v—qu‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
R R RS e S ERaEE e
14.40 14.60 14.80 15.00
5000 m/z 85.10 56.98%
99.0
ZGLO“ N J s 141.0 1830 225.0 296.0
e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
57.0 14.40 14.60 14.80 15.00
m/z 55.10 25.50%
5000
99.0
239.0
ad gy #40 1830 281.0 323.0
L LI o o e o o B B NN L7 S Bl o R R S R
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00

8270-BF012519.M Thu Feb 14 14:25:01 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112531.D

Aca On : 13 Feb 2019 11:37

Operator : JU/SJ

Sample : K1462-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 17 2-methyloctacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.60 11.88 ng 878119 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2297 (15.598 min): BF112531.D (-2291) (-) m/z 57.10 100.00%
57.1
5000
%90 15.20 15.40 15.60 15.80 16.00
141.1 . . . . .
- L ||, by A2 2831 2952 | 3572 sz 71.10 74.18%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
15.20 15.40 15.60 15.80 16.00
99.0 m/z 43.10 66.60%
2qql L1 1410 1830 2250 267.0 300.0  365.0304.0
m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane
57.0
15.20 15.40 15.60 15.80 16.00
5000 m/z 85.10 53.98%
99.0
27j0) | | | 1410 182.0211.0240.0
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- R e e
57.0 15.20 15.40 15.60 15.80 16.00
m/z 55.10 24 .38%
5000
\ } J 0 a0 239.0
A Ly fT 1830 "I 268.0 3080 3520 P
m/z--> 50 100 150 200 250 300 350 15.20 15.40 15.60 15.80 16.00

8270-BF012519.M Thu Feb 14 14:25:02 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112531.D

Aca On : 13 Feb 2019 11:37

Operator : JU/SJ

Sample : K1462-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 18 Octadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.90 12.55 ng 927935 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 96
2 Hexacosane 366 C26H54 000630-01-3 94
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2348 (15.898 min): BF112531.D (-2342) (-) m/z 57.10 100.00%
57.1
85.1 { ﬂ
5000
UL AN BN
41, 2169 1 15.60 15.80 16.00 16.20
ol | A | ' ll fl 197222532032 29533234 3654 | sz 71.10  74.02%
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57.0
5000 R AU
85.0 1560 15.80 16.00 16,20
29.0 m/z 43.10 66.97%
I ﬂl 1141.0169.0197.025,0254.0
m/z--> 50 150 260 2%0 360 3%0
Abundance #194493: Hexacosane
57.0
15,60 15.80 16.00 16.20
5000 85.0 m/z 85.10 52.79%
290 i || M2 141:0160.0197.0225,02530 _ 205.0323.0 _ 367.0
m/z--> §o 160 150 260 2%0 360 350
Abundance #141426: Heneicosane EREE RS
57.0 15.60 15.80 16.00 16.20
m/z 55.10 24 .35%
85.0
29.0 13 0
| L | [ ) 410160.0197.0225.0253.0 _296.0
m/z--> 5'0 100 1&1,0 2(')0 2&1;0 3(')0 3&1;0 15 60 15. 80 16. oo 16. 20

8270-BF012519.M Thu Feb 14 14:25:03 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112531.D

Aca On : 13 Feb 2019 11:37

Operator : JU/SJ

Sample : K1462-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 20 Hentriacontane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.40 7.06 ng 522033 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2433 (16.398 min): BF112531.D (-2428) (-) m/z 57.10 100.00%
57.1
5000 \,_,\wvA,JﬁJ\M“MM_%N__A_
%ot 16.00 16.20 16.40 16.60 16.80
411 197, 2 : : : : :
...l,.-.~.l.1|,.l|.}..1,-.. 2302 28403233 4103 | hnyz 71.10  73.18%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
5000 USRS
16. oo 16 20 16 40 16. 60 16. 80
99.0 m/z 43.10 60.72%
ﬂ | }410 1830 225.0 267.0 309.0 351.0 437.0
m/z--> éo 160 1éo 260 250 360 3éo 460 !
Abundance #141432: Pentadecane, 8-hexyl-
57.0
16.00 16.20 16.40 16.60 16.80
5000 m/z 85.10 57 .75%
99.0 1960
2500 | . ﬂ 41.0 , 265.0
m/z--> éo 160 1éo 200 250 300 3%0 460 !
Abundance #215181: 2-methyloctacosane e T B e R
57.0 16.00 16.20 16.40 16.60 16.80
m/z 55.10 26.34%
5000
99.0
J \ 1 ||| ;) 1410 1830 2250 267.0 309.0 365.0
m/z--> éo 160 1éo 260 250 360 3éo 460 ! 1600 1620 1640 1660 1680
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF021319\
Data File : BF112531.D

Acq On : 13 Feb 2019 11:37

Operator : JU/SJ

Sample - K1462-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012519_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]
Butane, 2-methoxy... 2.12 4.9 ng 165327 1 6.83 674896 20.0
2-Pentanone, 4-hy... 5.06 3.7 ng 123570 1 6.83 674896 20.0
unknown6.62 6.62 87.5 ng 2950990 1 6.83 674896 20.0
Tetracosane 11.45 7.3 ng 419277 4 11.36 1155490 20.0
n-Hexadecanoic acid 11.89 25.8 ng 1491830 4 11.36 1155490 20.0
Octadecanoic acid 12.67 31.3 ng 1810600 4 11.36 1155490 20.0
Hexacosane 13.50 3.6 ng 193855 5 14.01 1080850 20.0
Eicosane 13.81 77.9 ng 4209850 5 14.01 1080850 20.0
Heneicosane 14.43 63.8 ng 3449850 5 14.01 1080850 20.0
Heptacosane 14.46 17.4 ng 941262 5 14.01 1080850 20.0
Pentadecane, 8-he... 14.76 24_.3 ng 1798780 6 15.49 1478260 20.0
2-methyloctacosane 15.60 11.9 ng 878119 6 15.49 1478260 20.0
Octadecane 15.90 12.6 ng 927935 6 15.49 1478260 20.0
Hentriacontane 16.40 7.1 ng 522033 6 15.49 1478260 20.0
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