LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121619\
Data File : BF118217.D

Aca On : 17 Dec 2019 00:54

Operator :© JU

Sample : K6267-02

Misc :

ALS Vial : 19 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-BF120619 .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 5.069 502 507 516 rVB 284164 353941 7.77% 1.133%
2 5.475 572 576 592 rBVY 1838556 1876525 41.21% 6.006%
3 6.493 745 749 769 rBVY 2053006 2079618 45.66% 6.656%
4 6.634 769 773 776 rBVY 2656746 2160706 47 .45% 6.915%
5 6.863 808 812 819 rBV 722962 578841 12.71% 1.853%
6 7.016 835 838 842 rBVY 1893639 1738639 38.18% 5.564%
7 7.428 903 908 918 rBVY 1380895 1252107 27.49% 4_.007%
8 8.151 1027 1031 1045 rVB 770572 734111 16.12% 2.349%
9 9.228 1210 1214 1217 rBV 3084724 2509230 55.10% 8.030%
10 9.622 1278 1281 1284 rBV 102598 97036 2.13% 0.311%

11 9.910 1326 1330 1335 rBV 1036953 829874 18.22% 2.656%
12 10.339 1400 1403 1405 rVvB 85258 70974 1.56% 0.227%
13 10.557 1436 1440 1445 rBV 85365 112640 2.47% 0.360%
14 10.704 1461 1465 1471 rBV 1538903 1475920 32.41% 4.723%
15 10.810 1480 1483 1485 rBV 165497 180499 3.96% 0.578%

16 11.169 1542 1544 1548 rVB2 59565 56739 1.25% 0.182%
17 11.263 1557 1560 1562 rBV 226164 164572 3.61% 0.527%
18 11.292 1562 1565 1571 rVB 184887 191690 4.21% 0.613%
19 11.345 1571 1574 1578 rBV4 48111 57286 1.26% 0.183%
20 11.404 1580 1584 1587 rBV 815717 721662 15.85% 2.310%

21 11.692 1630 1633 1639 rVB 193136 175959 3.86% 0.563%
22 11.927 1670 1673 1681 rVB3 646867 668926 14.69% 2.141%
23 12.098 1699 1702 1707 rBV 188740 159878 3.51% 0.512%
24 12.457 1761 1763 1766 rVB 79308 80204 1.76% 0.257%
25 12.486 1766 1768 1771 rVB 139344 123617 2.71% 0.396%

26 12.639 1789 1794 1801 rBV2 297809 453526 9.96% 1.451%
27 12.716 1804 1807 1814 rBV 345708 343655 7.55% 1.100%
28 12.863 1828 1832 1837 rBV3 104349 166151 3.65% 0.532%
29 12.992 1850 1854 1858 rBV 2188504 1955580 42.94% 6.259%
30 13.410 1923 1925 1928 rBV 85050 77711 1.71% 0.249%

31 13.439 1928 1930 1934 rVv4 63695 79551 1.75% 0.255%
32 13.498 1938 1940 1943 rVB 127028 106207 2.33% 0.340%
33 13.851 1997 2000 2003 rBV2 290353 324925 7.13% 1.040%
34 13.892 2004 2007 2010 rvVv 315788 350684 7.70% 1.122%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121619\
Data File : BF118217.D

Aca On : 17 Dec 2019 00:54

Operator :© JU

Sample : K6267-02

Misc :

ALS Vial : 19 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-BF120619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 14.033 2027 2031 2033 rBV 5071008 4554111 100.00% 14.575%

36 14.057 2033 2035 2041 rVvVv 754546 722375 15.86% 2.312%

37 14.110 2042 2044 2048 rVB4 74624 72732 1.60% 0.233%
38 14.186 2055 2057 2059 rBV2 61025 52589 1.15% 0.168%
39 14.298 2074 2076 2080 rVB2 82673 69329 1.52% 0.222%

40 14.433 2096 2099 2105 rVB5 95619 181557 3.99% 0.581%

41 14.527 2111 2115 2120 rBVS5 242885 355439 7.80% 1.138%
42 15.174 2221 2225 2228 rBVY 312471 347913 7.64% 1.113%
43 15.551 2285 2289 2296 rBVY 599832 766177 16.82% 2.452%
44 15.768 2324 2326 2331 rVB5 87847 102435 2.25% 0.328%
45 16.010 2362 2367 2372 rVB 333360 496200 10.90% 1.588%

46 16.068 2374 2377 2383 rVB4 101061 177263 3.89% 0.567%
47 16.827 2503 2506 2512 rVB3 92022 137516 3.02% 0.440%
48 17.227 2570 2574 2582 rVBS8 76735 166850 3.66% 0.534%
49 17.645 2639 2645 2656 rVB6 184469 481963 10.58% 1.542%
50 18.692 2818 2823 2836 rVB10 79371 252704 5.55% 0.809%

Sum of corrected areas: 31246337
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121619\
Data File : BF118217.D

Aca On : 17 Dec 2019 00:54

Operator :© JU

Sample : K6267-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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: BF118217.D
5000000

4000000

3000000 6.63

6.49
2000000 5.47 7.02

7.43

1000000 6.86

5.07
0\_"'I""I""I""I""I""IA"" ||{ﬂ||

I
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: BF118217.D

5000000

4000000

9.23
3000000
12.99

2000000
10.70

9.91

9.62 10.3410.56|(10:81

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: BF118217.D

11.93

1000000 8.15
11.69 12.10

5000000
4000000
3000000

2000000

14.06

1000000 58 1453 w1y 1B
: : 16.01
0 lmani43d.4
B 15.77  16.07 16.83 1723  17.64 1869

T I T
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\BF121619\
Data File : BF118217.D

Aca On : 17 Dec 2019 00:54

Operator :© JU

Sample : K6267-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 7

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

5.07 12.23 ng 353941 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
3 4-Methoxv-1-pentene 100 C6H120 098386-09-5 17
4 Oxirane. tetramethvl- 100 C6H120 005076-20-0 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 507 (5.069 min): BF118217.D (-502) (-) m/z 43.00 100.00%
43
59
5000
101 RN RN RS TR
480 500 520 5.40
83
o 1 -0 = A N K m/z 59.00 64.16%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A L UL UL L
59 480 500 520 540
m/z 101.00 25.32%
31 83 g3 101
Ottt e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
480 500 520 540
5000 M m/z 58.00 14 _.81%
68
0 IlL 0 1 126 142
HUNUNRRRN NI UL LR IR IR LRI LRSS LSS SRS SRR SRR BARRE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3834: 4-Methoxy-1-pentene
59 4.80 500 520 5.40
m/z 41.00 9.75%
5000
41 8
O'W'“'w'““m“w”“'h'f%'“l“?w'“?%'“l”'w'“'w'“l“'w
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121619\
Data File : BF118217.D

Aca On : 17 Dec 2019 00:54

Operator :© JU

Sample : K6267-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 unknown6.63 Concentration Rank 1

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

6.63 74.66 ng 2160710 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 772 (6.628 min): BF118217.D (-769) (-) m/z 132.00 100.00%
5000 68
© s || 77 0% i 620 64 680 B0 760
01 e m/z 68.10 38.95%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 NSESEARARE SRS
6.0 640 6.60 6.80 7.00
m/z 134.00 31.72%
01 U DA UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 620 640 6.60 6.80 7.00
5000 gg 116 m/z 66.00 26.13%
N PO T IIﬂQ7 ‘ S 188 189
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa—l,3,5—triene, 2,4-dim9thy|' LI N L I L L L
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17.39%
117
5000
39 91
27 51 65 77 ‘ 105 ‘
0||‘||||||“|‘||‘l‘|||‘|||=|||||l‘|l‘|||||||||||||||
m/z--> 20 40 80 100 120 140 160 180 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\BF121619\
Data File : BF118217.D

Aca On : 17 Dec 2019 00:54

Operator :© JU

Sample : K6267-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Heptacosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

10.81 5.00 ng 180499 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Hexadecane 226 C16H34 000544-76-3 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Tridecane 184 C13H28 000629-50-5 87
5 Tetradecane 198 C14H30 000629-59-4 87

Abundance Scan 1483 (10.810 min): BF118217.D (-1480) (-) m/z 57.10 100.00%

g7
5000 85

10.40 10.60 10.80 11.00 11.20

|13, 461 195 240

ob b M T ae A 240 m/z 43.10 75.18%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 TT T T[T T I T [T T T T[T T TT[TT
85 1040 10.60 10.80 11.00 11.20
m/z 71.10 69.33%
29
oL { | 118 141 169 197 225 253 281 323 351 380
— A
m/z--> 50 100 150 200 250 300 350
Abundance #83028: Hexadecane
57
L R B e
10.40 10.60 10.80 11.00 11.20
5000 85 m/z 85.10 46.65%
0 29 | Jl 1}3 L 141 169 197 226
....,.... T Tt
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane L REa e o
57 10.40 10.60 10.80 11.00 11.20
m/z 41.05 40.29%
85
5000
29 113
oL L. TS 169 197 225 253 2%
e B T L e R RmEE B R
m/z--> 50 100 150 200 250 300 350 10. 40 10. 60 10 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121619\
Data File : BF118217.D

Aca On : 17 Dec 2019 00:54

Operator :© JU

Sample : K6267-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Heptadecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.26 4.56 ng 164572 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 83
2 Hexadecane. 7.9-dimethvl- 254 C18H38 021164-95-4 78
3 Nonadecane 268 C19H40 000629-92-5 72
4 Dodecane. 1-i1odo- 296 C12H251 004292-19-7 64
5 Pentadecane 212 C15H32 000629-62-9 64
Abundance Scan 1560 (11.263 min): BF118217.D (-1557) (-) m/z 57.10 100.00%
g7
43 71
5000
NIPTE 11,00 11.20 11.40 11.60
127 201 . . . .
I N 141157 175 215 232 254 277 /7  43.10 24530
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94346: Heptadecane
g7
43 | 41
85
5000 L UL SR BULLE I

11.00 11.20 11.40 11.60
99 m/z 71.10 71.73%

29 113
o 127141155169183197211 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105903: Hexadecane, 7,9-dimethyl-
57
43 71 IIIIIIIIIIIIIIIIIIIIIII
11.00 11.20 11.40 11.60
5000 85 m/z 85.10 49 .66%
112126, ,, 155169
0 ‘ I 4 . Ty 140 | T 183197211225239 254
R o A A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117638: Nonadecane R B
57 11.00 11.20 11.40 11.60
a3 | 7 m/z 41.10 42 .57%
5000 85
29 99
o ‘ Ly ) 118127141155160183197211 205039 268
”.P”.P”.P”.“”.P”.P.”..”..”P.”..”..”..”P.”.. R B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121619\
Data File : BF118217.D

Aca On : 17 Dec 2019 00:54

Operator :© JU

Sample : K6267-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Tetradecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.29 5.31 ng 191690 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Decane. 3-methvl- 156 C11H24 013151-34-3 87
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 87
4 Octacosane 394 C28H58 000630-02-4 80
5 Hexacosane 366 C26H54 000630-01-3 80
Abundance Scan 1565 (11.292 min): BF118217.D (-1562) (-) m/z 57.05 100.00%
57
5000 85
4
‘[ 13 1100 11.20 11.40 11.60
141 183 . . ) .
0 ...,....-,...|,..||..,'.-...,..-!|.,.l..,....}‘?.5..,...l.gff.?.l?...z.“?.. g M/z 71.10  85.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #59879: Tetradecane
57
5000 85 LI S S AR B
11.00 11.20 11.40 11.60
4 m/z 43.05 48.38%
o i | L 113 141 169 198
o> 20 4 60 80 100 130 140 150 180 260 230 240 260 250 300
Abundance #28429: Decane, 3-methyl-
57
U AR SR BN B
4 11.00 11.20 11.40 11.60
5000 85 m/z 85.10 47 .03%
126
0'%?vk'ﬂ"'|'“'|“"v"w'u“|'&§?“"w""“'l“"v'“l'“'l“"'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- R R R i
57 11.00 11.20 11.40 11.60
m/z 41.10 32.47%
5000 85
4
0 L L. 1%3 141156 183 211 239 267 29
m/z--> 20 40 60 80 160 120 150 160 180 200 220 240 260 280 300 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121619\
Data File : BF118217.D

Aca On : 17 Dec 2019 00:54

Operator :© JU

Sample : K6267-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Nonadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

11.69 4.88 ng 175959 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Heptadecane 240 C17H36 000629-78-7 87
3 Heneicosane 296 C21H44 000629-94-7 83
4 Tetracosane 338 C24H50 000646-31-1 83
5 Tetradecane 198 C14H30 000629-59-4 83

Abundance Scan 1633 (11.692 min): BF118217.D (-1630) (-) m/z 57.10 100.00%

57
5000 85

113 11.40 11.60 11.80 12.00
| 141 168183 204
e ,.."..,'!...'l,..:'.,.-'...,'....,.... S 22l 239 259274 m/z 71.10 71.58%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117637: Nonadecane

o

57

11,40 11.60 11.80 12.00
m/z 43.10 68.51%

5000

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane
57
R B
85 11.40 11.60 11.80 12.00
5000 4 m/z 85.10 51.81%
113
0 | H\ H Il ﬂ‘ N i 1‘.11 169 197212 240
e 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
Abundance #141426: Heneicosane  EAmEEmEEE RS
57 11.40 11.60 11.80 12.00
m/z 41.10 32.16%
85
5000
4
113
. 2 | | o[ a0 197 o asae oo
”w.”q”.qunlnnp.”P”.P”q.”q”..””..u.”..”q.”.. R B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.40 11.60 11.80 12. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121619\
Data File : BF118217.D

Aca On : 17 Dec 2019 00:54

Operator :© JU

Sample : K6267-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.93 18.54 ng 668926 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 1673 (11.927 min): BF118217.D (-1670) (-) m/z 73.00 100.00%
43 73
60
5000 129
97 213 T E e
TO | 149187171185 105 | 557, 296 1160 11.80 12.00 1220
01 m/z 43.10 87 .35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 LR SO BRI BRI UL

11,60 11.80 12,00 12.20
m/z 60.00 77.46%

213
143 157171 185 199

[y

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

Abundance #95855: Pentadecanoic acid
43 60 73
I EEREREEREE RS
11.60 11.80 12.00 12.20
5000 - 129 m/z 41.10 73.59%
3 199 242
115 185
157
‘H\\ mn s |
0,....‘,;‘..“.“.”;‘ A H‘ gl ,..‘..‘....‘...‘. R EEREE =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid R R mamEE
43 60 73 11.60 11.80 12.00 12.20
m/z 55.10 70.78%
5000
29
129
?7 oL 115 ‘ 71 214
Nl O - Wi 0 A BOSRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121619\
Data File : BF118217.D

Aca On : 17 Dec 2019 00:54

Operator :© JU

Sample : K6267-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Hexadecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

12.10 4.43 ng 159878 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Eicosane 282 C20H42 000112-95-8 93
3 Octacosane 394 C28H58 000630-02-4 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 87

Abundance Scan 1702 (12.098 min): BF118217.D (-1699) (-) m/z 57.10 100.00%

57
5000 85

11.80 12.00 12.20 12.40

1113 141 165186 208 233 255275

0....',..:. i e amammmanana m/z 71.10 71.75%
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane
57
5000 85 LIS L L L L L L L L LB
11. 80 12. OO 12 20 12. 40
29 m/z 43.10 70.88%
J 113 141 160 226
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
e I B
85 11.80 12.00 12.20 12.40
5000 m/z 85.10 48._.85%
29
N h J ) J L 4141 169 197 225 53 282
i o L e
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane R R B
57 11.80 12.00 12.20 12.40
m/z 41.10 36.17%
5000 85
29
ol h || | 43 141 160 197 225 253 281 309 337 365 394
T T T T e e T e I B
m/z--> 50 100 150 200 250 300 350 11. 80 12. 00 12 20 12. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121619\
Data File : BF118217.D

Aca On : 17 Dec 2019 00:54

Operator :© JU

Sample : K6267-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Oleic Acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.64 12.57 ng 453526 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 99
2 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 99
3 cis-Vaccenic acid 282 C18H3402 000506-17-2 99
4 6-Octadecenoic acid. (2)- 282 C18H3402 000593-39-5 99
5 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 98

Abundance Scan 1794 (12.639 min): BF118217.D (-1789) (-) m/z 55.00 100.00%

5000

12.40 12.60 12.80 13.00
m/z 41.05  73.50%

L2 1371857 1o 101207222 243 264 o)

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129338: Oleic Acid

5000

12.40 12.60 12.I80 13.IOO
264 m/z 69.10 65.88%

137151166180 207222536

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129349: 9-Octadecenoic acid, (E)-

12.40 12.60 12.80 13.00
m/z 83.10 62.59%

5000

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129339: cis-Vaccenic acid b RRREE EEE A
55 12.40 12.60 12.80 13.00
m/z 43.05 50.23%

69

5000

111

207222235 294 282

I 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

137151166180
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121619\
Data File : BF118217.D

Aca On : 17 Dec 2019 00:54

Operator :© JU

Sample : K6267-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.72 9.52 ng 343655 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
5 Oxalic acid, propyl tetradecyl e... 328 C19H3604 1000309-26-7 30
Abundance Scan 1808 (12.722 min): BF118217.D (-1804) (-) m/z 73.00 100.00%
7B
5000
12.40 12.60 12.80 13.00
0 m/z 43.10 95.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131262: Octadecanoic acid
7B
43
129
5000 28 284 IR BN SRR
12.40 12.60 12.80 13.00
m/z 57.10 85.69%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #84452: Tetradecanoic acid
43 IR BN SRR
12.40 12.60 12.80 13.00
5000 m/z 59.95 76.94Y%
2
04 ..,..T..Ua‘..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95851: Pentadecanoic acid e T TR
43 12.40 12.60 12.80 13.00
m/z 55.00 74 .19%
5000
2
O'HVL"J“ RS BN SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00

8270-BF120619.M Tue Dec 17 16:42:27 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121619\
Data File : BF118217.D

Aca On : 17 Dec 2019 00:54

Operator :© JU

Sample : K6267-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 trans-1,2-Bis(methyldichlor... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.85 9.00 ng 324925 Chrysene-di12 14 .06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-1.2-Bis(methvldichlorosilv... 252 C4H8CI14Si2 065899-10-7 89
2 Butanoic acid. 2-(cvano)(2.4.6-t... 300 C17H20N203 1000267-71-7 68
3 N-(Benzoll.31dioxol-5-vImethvlen... 239 C15H13N0O2 007402-58-6 35
4 9.10-Anthracenedione. 2-amino-3-... 239 C14H9NO3 000117-77-1 35
5 9-0x0-9,10-dihydroacridine-2-car... 239 C14H9NO3 042946-36-1 35
Abundance Scan 2000 (13.851 min): BF118217.D (-1997) (-) m/z 91.00 100.00%
o
239
5000 285
117 197
43 65 1360 13.80 14.00 14.20
O ...',ll. 4 .',.I.'..|'|'".. . d ]lJ. ||l |||.u Iu. ||| Jlll %:!.IZ e .'.2.5.5|.2.7.O.|'.|. .:?ﬁ,').l.:?:!'?. m/z 239.15 73.65%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104235: trans-1,2-Bis(methyldichlorosilyl)ethylene
104 239
5000 79
13.60 13.80 14.00 14.20
m/z 285.20 46 .40%
63 139 217 6
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #144530: Butanoic acid, 2-(cyano)(2,4,6-trimethylphenylami...
239
43 13.60 13.80 14.00 14.20
5000 285 m/z 117.00 31.39%
oL 183
& | 115 156 ‘ 212 ZTS 300
0 |' IIIII\II\HII‘”I‘III”IIIH Ilh IAI Iu\ \“ JH‘” l\”l ||||||“|||||||‘=|||| |||t|||l||||||
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #93187: N-(Benzo[1,3]dioxol-5-yImethylene)-p-tolyl-amine T T
239 13.60 13.80 14.00 14.20
m/z 197 .05 29.82%
5000
91
65
o % T 118134152 180 208224 \
mz-> 20 Jo éo éo 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20

8270-BF120619.M Tue Dec 17 16:42:28 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121619\
Data File : BF118217.D

Aca On : 17 Dec 2019 00:54

Operator :© JU

Sample : K6267-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Heptadecyl heptafluorobutyrate Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.89 9.71 ng 350684 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 94
3 1-Docosene 308 C22H44 001599-67-3 94
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 94

Abundance Scan 2007 (13.892 min): BF118217.D (-2004) (-) m/z 57.05 100.00%
57 oo
5000 111
T T T
139 13.60 13.80 14.00 14.20
I l‘, b 108, 207239256278 314 ‘m/z 43.10 87.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227401: Heptadecy! heptafluorobutyrate
57
5000 AN DU I B
13.60 13.80 14.00 14.20
- m/z 55.05 83.64%
04
m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester
57
o7 13,60 13.80 14.00 14.20
5000 m/z 83.10 79.87%
o Jil || ga7 ] 196224 969 420
m/z--> 50 100 150 200 250 300 350 400
Abundance #151538: 1-Docosene T T T
55 13.60 13.80 14.00 14.20
o m/z 97.10 77 .36%
5000
29
125
0 ‘\‘ J \ | ‘l 4153181 308
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121619\
Data File : BF118217.D

Aca On : 17 Dec 2019 00:54

Operator :© JU

Sample : K6267-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 unknownl4.43 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.43 5.03 ng 181557 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Chrvsene. l1l-methvl- 242 C19H14 003351-28-8 42
2 Chrvsene. 5-methvl- 242 C19H14 003697-24-3 42
3 2-Methvlchrvsene 242 C19H14 003351-32-4 42
4 Benzlalanthracene. 8-methvl- 242 C19H14 002381-31-9 38
5 Phthalic acid, monoethyl ester 194 C10H1004 002306-33-4 38
Abundance Scan 2098 (14.427 min): BF118217.D (-2096) (-) m/z 149.00 100.00%
149
242
91
5000
55 123 LENLIL L L L L L L L L LB L
73 181 215 278 304322342 369 14.20 14.40 14.60 14.80
o’ L#++~ﬂmm##M#ﬁaq+ﬁf++~++Tv4ﬁ m/z 242.10 72.61%
m/z--> 50 100 150 200 250 300 350
Abundance #96039: Chrysene, 1-methyl-
242
5000
14.20 14.40 14.60 14.80
m/z 91.00 54 .50%
120
ol27 63 95, | 163 187 215 m
m/z--> 50 100 150 200 250 300 350
Abundance #96040: Chrysene, 5-methyl-
242
" 14.20 14.40 14.60 14.80
5000 m/z 150.00 21.04%
120
39 5778 100, 139 163 187 1", M
m/z--> 50 100 150 200 250 300 350
Abundance #96032: 2-Methylchrysene A REREE R e
242 14.20 14.40 14.60 14.80
m/z 239.10 20.61%
5000
120
28 63 9 | 150 187 215 .\
LI BN B RN B B B BN A B B N B N N B B N R B N S B N S B R S N R B B B RN R —v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121619\
Data File : BF118217.D

Aca On : 17 Dec 2019 00:54

Operator :© JU

Sample : K6267-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 15 1-Nonadecene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .53 9.84 ng 355439 Chrysene-di12 14 .06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 99
2 Cvclotetracosane 336 C24H48 000297-03-0 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 93
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 E-15-Heptadecenal 252 C17H320 1000130-97-9 93

Abundance Scan 2115 (14.527 min): BF118217.D (-2111) (-) m/z 83.10 100.00%

48 8B

5000

!

242 IIIIIIIIIIIIIIIIIIIIIII
[266 295317 344 3?8 397 14.20 14.40 14.60 14.80

0 I A S R S B SRR R m/z 43.05 95.94%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115906: 1-Nonadecene
43 97
69
)\
5000 TT [T T T T[T T I T[T TT T [TTTr]
14.20 14.40 14.60 14.80
125 m/z 55.10 95.67%
oL15 | If 0L , x 4194 182 210 238 266
- T I T T I T T 1T I LN B B I L B B I L I T T T I
m/z--> 50 100 150 200 250 300 350 400
Abundance #174180: Cyclotetracosane
55 83
R R RBEREREE
14.20 14.40 14.60 14.80
5000 111 336 m/z 97.10 90.19%
29
139
‘ ‘ ‘ 167 195 222 251 279 308
O e
m/z--> 50 100 150 200 250 300 350 400
Abundance #186968: n-Tetracosanol-1 R a R mamEE L
57 83 14.20 14.40 14.60 14.80
m/z 57.10 90.00%
5000 11
29 139
NET | L4 167 195 222 250 280 308 336
i o e o o T L o e e L e o B B S o o S R e e e A
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121619\
Data File : BF118217.D

Aca On : 17 Dec 2019 00:54

Operator :© JU

Sample : K6267-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 16 Tetracosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.17 9.08 ng 347913 Perylene-d12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 95
2 2-methvloctacosane 408 C29H60 1000376-72-8 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Triacontane 422 C30H62 000638-68-6 87
Abundance Scan 2224 (15.168 min): BF118217.D (-2221) (-) m/z 57.10 100.00%
g7
1 JJ\.sk
5000
NN SRR BRI UL
141 169 197 256 14.80 15.00 15.20 15.40
0....l,. ; 1| .'|..., D225 283088y M0 sz 71.05  73.71%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175558: Tetracosane
g7
85
5000 RSB S LI UL B
14.80 15.00 15.20 15.40
m/z 43.10 65.44%
o3 ] d J141 169 197 225 253 281 309 338
m/z--> 50 100 150 200 250 300 3%0 400
Abundance #215181: 2-methyloctacosane
g7
14.80 15.00 15.20 1540
5000 85 m/z 85.05 52.75%
o 2. ‘ Il ]1f3l141 169 197 225 267 295 365 393
m/z--> 50 100 1éo 200 250 300 350 400
Abundance #141426: Heneicosane LA T = o I
57 14.80 15.00 15.20 15.40
m/z 55.05 24 .67%
85
- ”‘W/JLA‘J\A’
29 113
oL w || J 141 169 197 225 253 296
m/z--> 50 100 1éo 200 250 300 350 400 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121619\
Data File : BF118217.D

Aca On : 17 Dec 2019 00:54

Operator :© JU

Sample : K6267-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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-Bromo dodecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.01 12.95 ng 496200 Perylene-di12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2367 (16.010 min): BF118217.D (-2362) (-) m/z 57.10 100.00%
57
1 LL
5000
LRI SRR SRR SUNIURA B
141 169 15.60 15.80 16.00 16.20 16.40
ol LA 1| 11 AT 199,197 225 253 278 309 337 365 393 | 571 10 67.58%
m/z--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane
57
85
5000 AR AR A
15. 60 15. 80 16. 00 16. 20 16 40
- m/z 43.10 63.95%
o . ﬂ1ﬁ3‘1f1‘169 17 225 253 338
m/z--> 55 100 1éo 260 250 300 3%0 '
Abundance #100330: 2-Bromo dodecane
57
15,60 15.80 16.00 16.20 16.40
5000 P m/z 85.10 53.23%
29J } 113 169
0= m “l"l '”LL'X'“ }ﬁg't L SR ?ﬁ8" LA SR DR
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane T T T
57 15.60 15.80 16.00 16.20 16.40
m/z 55.05 24 .66%
85
29 113
oL L i 141 169 197 225 253 296
m/z--> 55 100 1éo 260 2éo 360 3%0 ' 1560 1580 1600 1620 1640
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121619\
Data File : BF118217.D

Aca On : 17 Dec 2019 00:54

Operator :© JU

Sample : K6267-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 17-Pentatriacontene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.07 4.63 ng 177263 Perylene-d12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 64
2 1-Octadecene 252 C18H36 000112-88-9 64
3 Eicosvl trifluoroacetate 394 C22H41F302 1000351-75-2 52
4 10-Heneicosene (c.t) 294 C21H42 095008-11-0 47
5 Decane, 5,6-bis(2,2-dimethylprop... 278 C20H38 055712-56-6 46
Abundance Scan 2377 (16.068 min): BF118217.D (-2374) (-) m/z 83.05 100.00%
57
5000
149 L B BULLLN BRI B
189 219 268 304329356 15.80 16.00 16.20 16.40
O m/z 97.10 87 .15%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #234186: 17-Pentatriacontene
57
97
5000 R DA SUNILR SR SR
15.80 16.00 16.20 16.40
29 m/z 57.10 85.63%
. i 123181200236 267292 320 348 376 406 434 462 490
miz--> 0 55 100 150 200 250 300 350 400 450
Abundance #104184: 1-Octadecene
57
83 R DA SUNILS SR SR
15.80 16.00 16.20 16.40
5000 m/z 69.10 78 .55%
29 111
ok || [129 168 106 224 252
miz--> 0 55 160 1%0 260 2éo 360 3%0 460 4%0 '
Abundance #209361: Eicosyl! trifluoroacetate R EEEEE RS
57 97 15.80 16.00 16.20 16.40
m/z 55.10 78.08%
5000
125
L 2L om0 ooz w5 ars
miz--> 0 55 160 1%0 260 2éo 360 3%0 460 4éo ' 15%0 1&50 1650 1&40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121619\
Data File : BF118217.D

Aca On : 17 Dec 2019 00:54

Operator :© JU

Sample : K6267-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 19 _gamma.-Sitosterol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.64 12.58 ng 481963 Perylene-d12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _agamma.-Sitosterol 414 C29H500 000083-47-6 62
2 _beta.-Sitosterol 414 C29H500 000083-46-5 49
3 Eraost-7-en-3-ol. (3.beta.)- 400 C28H480 026047-31-4 12
4 Stiagmastan-3.5-diene 396 C29H48 1000214-16-4 11
5 5-(1-Benzoxazolyl)-2(1H)-pyrimid... 213 C11H7N302 349488-95-5 11
Abundance Scan 2644 (17.639 min): BF118217.D (-2639) (-) m/z 43.10 100.00%
a3
105
145 213
5000 303 329 381
' 17.40 17.60 17.80 18.00
o m/z 105.00 69 .00%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43
5000 LR IR SR IR SR
17.40 17.60 17.80 18.00
m/z 57.10 68.92%
ok
m/z--> 50 100 150 200 250 300 350 400
Abundance #217432: .beta.-Sitosterol
43
' 17.40 17.60 17.80 18.00
5000 m/z 55.05 67.19%
81 107 414
213 303 329
o H H\ ‘u h“ a*Parr 354 381
m/z--> 150 200 250 300 350 400
Abundance #212395. Ergost-7-en-3-ol, (3.beta.)- b RREmE EE e
43 17.40 17.60 17.80 18.00
m/z 107 .05 66 .77%
255 400
5000
18
ot M
m/z--> 17,40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121619\
Data File : BF118217.D

Aca On : 17 Dec 2019 00:54

Operator :© JU

Sample : K6267-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Pregn-4-ene-3,20-dione, 14-... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.69 6.60 ng 252704 Perylene-d12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Prean-4-ene-3.20-dione. 14-methvl- 328 C22H3202 055162-96-4 53
2 Testosterone 288 C19H2802 000058-22-0 53
3 Androst-4-en-3-one. 17-hvdroxvy-.... 288 C19H2802 000481-30-1 46
4 Cvclohexanecarboxvlic acid. 4-bu... 290 C18H2603 067589-46-2 30
5 1,3-Propanediol, 2-(3-ethylidene... 328 C20H28N202 001850-32-4 30
Abundance Scan 2823 (18.692 min): BF118217.D (-2818) (-) m/z 124.00 100.00%
124
5000
18.40 18.60 18.80
0 m/z 43.10 75.59%
m/z--> 50 100 150 200 250 300 350 400
Abundance #167961: Pregn-4-ene-3,20-dione, 14-methyl-
43
124
5000 L LA USRS UL
18.40 18.60 18.80
m/z 55.00 47 .06%
00—
m/z--> 50 100 150 200 250 300 350 400
Abundance #134630: Testosterone
124
288 LB AL BUSLELLN UL
18.40 18.60 18.80
5000 246 m/z 229.15 38.33%
s 79 147
105 203
) gy |
m/z--> 50 100 150 200 250 300 350 400
Abundance #134666: Androst-4-en-3-one, 17-hydroxy-, (17.alpha.)-
124 147 18.40 18.60 18.80
o1 m/z 57.05 37.12%
5000 228 288
5 203
73
0 L.L.E?é..L,. UL SRR WU HESUR BURELSUN BURELUN SR
m/z--> 50 100 150 200 250 300 350 400 18.40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF121619\
Data File : BF118217.D

Acq On : 17 Dec 2019 00:54

Operator : JU

Sample - K6267-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120619_.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... 5.07 12.2 ng 353941 1 6.86 578841 20.0
unknown6.63 6.63 74.7 ng 2160710 1 6.86 578841 20.0
Heptacosane 10.81 5.0 ng 180499 4 11.40 721662 20.0
Heptadecane 11.26 4.6 ng 164572 4 11.40 721662 20.0
Tetradecane 11.29 5.3 ng 191690 4 11.40 721662 20.0
Nonadecane 11.69 4.9 ng 175959 4 11.40 721662 20.0
n-Hexadecanoic acid 11.93 18.5 ng 668926 4 11.40 721662 20.0
Hexadecane 12.10 4.4 ng 159878 4 11.40 721662 20.0
Oleic Acid 12.64 12.6 ng 453526 4 11.40 721662 20.0
Octadecanoic acid 12.72 9.5 ng 343655 4 11.40 721662 20.0
trans-1,2-Bis(met... 13.85 9.0 ng 324925 5 14.06 722375 20.0
Heptadecyl heptaf... 13.89 9.7 ng 350684 5 14.06 722375 20.0
unknownl14 .43 14.43 5.0 ng 181557 5 14.06 722375 20.0
1-Nonadecene 14.53 9.8 ng 355439 5 14.06 722375 20.0
Tetracosane 15.17 9.1 ng 347913 6 15.55 766177 20.0
2-Bromo dodecane 16.01 12.9 ng 496200 6 15.55 766177 20.0
17-Pentatriacontene 16 .07 4.6 ng 177263 6 15.55 766177 20.0
-gamma.-Sitosterol 17.64 12.6 ng 481963 6 15.55 766177 20.0
Pregn-4-ene-3,20-... 18.69 6.6 ng 252704 6 15.55 766177 20.0
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