LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\
Data File : BF113118.D
Aca On - 19 Mar 2019 4:35 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : K1947-07 PST-025-B129-031319
ALS Vial : 38 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-BF022719.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 5.351 550 555 558 rBY 2668786 2638437 71.29% 9.261%
2 6.375 724 729 746 rBVY 2590847 3012310 81.39% 10.573%
3 6.504 746 751 754 rBVY 3083487 2862460 77.34% 10.047%
4 6.563 759 761 774 rVB 29507 59866 1.62% 0.210%
5 6.728 785 789 793 rBV 833636 656029 17.73% 2.303%
6 6.887 812 816 819 rBVY 2675748 2298069 62.09% 8.066%
7 7.287 880 884 898 rBY 1589381 1804699 48.76% 6.334%
8 8.010 1003 1007 1013 rBV 727641 720073 19.46% 2.527%
9 9.086 1185 1190 1205 rBV 3314070 3179172 85.90% 11.159%
10 9.481 1253 1257 1262 rBV 336972 340375 9.20% 1.195%

11 9.763 1301 1305 1317 rVB 907169 996172 26.92% 3.497%
12 10.545 1434 1438 1456 rBV 1701798 1838481 49.67% 6.453%
13 11.239 1552 1556 1571 rBV 724611 757131 20.46% 2.658%
14 11.775 1644 1647 1660 rBV3 58877 103726 2.80% 0.364%
15 12.822 1820 1825 1828 rBV 3880559 3701101 100.00% 12.991%

16 13.727 1974 1979 1982 rBV 44519 42251 1.14% 0.148%
17 13.798 1983 1991 1992 rBV3 63931 137510 3.72% 0.483%
18 13.868 1999 2003 2011 rVB 812041 852140 23.02% 2.991%
19 14.039 2029 2032 2040 rVB 86517 84993 2.30% 0.298%
20 14.345 2078 2084 2087 rBV 171102 163290 4.41% 0.573%

21 14.639 2130 2134 2140 rBV 269204 256344 6.93% 0.900%
22 14.957 2184 2188 2194 rVB 278999 307114 8.30% 1.078%
23 15.280 2238 2243 2246 rBV 358761 538674 14.55% 1.891%
24 15.310 2246 2248 2256 rVB 277431 333388 9.01% 1.170%
25 15.715 2312 2317 2326 rVB 192058 286346 7.74% 1.005%

26 16.062 2373 2376 2381 rBV7 23384 55395 1.50% 0.194%

27 16.186 2391 2397 2407 rVB2 144357 287446 7.77% 1.009%

28 16.574 2457 2463 2464 rBV5 26454 46263 1.25% 0.162%

29 16.727 2485 2489 2495 rVB2 56056 84987 2.30% 0.298%

30 17.851 2678 2680 2687 rVBS8 22529 45822 1.24% 0.161%
Sum of corrected areas: 28490064
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\

Data File : BF113118.D

Aca On : 19 Mar 2019 4:35

Operator : JU/SJ

ﬁ?gg le K1947-07 PST-025-B129-031319
ALS Vial : 38 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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: BF113118.D

3500000

6.50
3000000
5.35 6.37 6.89

2500000
2000000
7.29
1500000
1000000 6.73

500000

O et e e

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: BF113118.D

3500000 9.09
3000000
2500000

2000000
10.55

1500000
1000000 9.76

8.01 11.24
500000 9.48

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: BF113118.D

3500000
3000000
2500000
2000000
1500000

1000000 13.87

500000
14.64 14.96 ?@1 15.72
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\

Data File : BF113118.D

Aca On : 19 Mar 2019 4:35

Operator : JU/SJ

3?22 le K1947-07 PST-025-B129-031319
ALS Vial : 38 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 unknown6.50 Concentration Rank 1

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

6.50 87.27 ng 2862460 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 750 (6.498 min): BF113118.D (-746) (-) m/z 132.00 100.00%
132.0
5000 68.0
oo || L | "ok ok ok ok
0 At m/z 68.00 42 .86%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 6r.0 NS SRS AR AR SR
6.20 6.40 6.60 6.80
m/z 134.00 32.77%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
90 o 650 640 660 6B
5000 ' m/z 66.00 28.26%
31.0 510
0 ‘ [ 1 H (1 L 1
L S L S UL UL IR UL LA WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl L S A
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.00 17.05%
74.0
5000 9go 1160
oL IIIIIII‘I\I\I\IIwI‘MI ||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80

8270-BF022719.M Wed Mar 20 08:00:47 2019

Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\

Data File : BF113118.D

Aca On : 19 Mar 2019 4:35

Operator : JU/SJ

3?22 le K1947-07 PST-025-B129-031319
ALS Vial : 38 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Tridecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

11.77 2.74 ng 103726 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 72
2 Tetradecanoic acid 228 C14H2802 000544-63-8 64
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 60
4 Dodecanoic acid 200 C12H2402 000143-07-7 59
5 Pentadecanoic acid 242 C15H3002 001002-84-2 53

Abundance Scan 1646 (11.769 min): BF113118.D (-1644) (-) m/z 73.00 100.00%

| | || | ILI | 11.40 11.60 11.80 12.00
o ,,,,,,,,, m/z 42.95 96.10%

43.0 73.0
5000
97.0 128.9
‘ 157 0 20|7.0
I

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid
73.0
43.0
5000 LA L L L L LB L
129.0 11.40 11.60 11.80 12.00
‘ ‘ 060 171.0 214.0 m/z 60.00 86.02%
ol 18,‘.’!.|..,|.-..- A h|l TS . G AN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid
73.0
43.0 e o N
11.40 11.60 11.80 12.00
5000 129.0 m/z 40.90 72.21%
0 15.0 '
A T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid R B e
60.0 11.40 11.60 11.80 12.00
m/z 54.95 60.24%
5000 129.0
83.0
‘ 157.0 1g50 213.0 256.0
0 APl 4l G e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\

Data File : BF113118.D

Aca On : 19 Mar 2019 4:35

Operator : JU/SJ

3?22 le K1947-07 PST-025-B129-031319
ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 4 1-Heneicosanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

13.80 3.23 ng 137510 Chrysene-di12 13.87

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 95
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 Carbonic acid. octadecvl 2.2.2-t... 444 C21H39CI1303 1000314-56-3 94
5 1-Heptacosanol 396 C27H560 002004-39-9 94

Abundance Scan 1991 (13.798 min): BF113118.D (-1983) (-) m/z 57.00 100.00%

5000

13.40 13.60 13.80 14.00 14.20
m/z 82.95  94.64%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
55,0 83.0

5000 | NI LI L L L LB LB L
13.40 13.60 13.80 14.00 14.20
m/z 42.95 93.12%
29.0 139.0
o "~ 167.0 196.0  238.0 266.0294.0
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57.0 83.0
St AN
13.40 13.60 13.80 14.00 14.20
5000 111.0 m/z 96.95 90.27%
29.0 139.0
ol 167.0195.0222.0 250.0 280.0 308.0 336.0
SR [l -
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol R R AR EEE s L
55,0 83.0 13.40 13.60 13.80 14.00 14.20
m/z 55.00 82.83%
5000
29.0 139.0
o b Al 167.0 196.0 224.0 252.0 280.0 308.0
S ) ' o N
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\

Data File : BF113118.D

Aca On : 19 Mar 2019 4:35

Operator : JU/SJ

3?22 le K1947-07 PST-025-B129-031319
ALS Vial : 38 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .34 3.83 ng 163290 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Docosane 310 C22H46 000629-97-0 91

Abundance Scan 2083 (14.339 min): BF113118.D (-2078) (-) m/z 57.00 100.00%

57.0

_'—l_'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r
0

99.0
| 14.00 14.20 14.40 14.6

141.0 183.1 239.0 282.1
0...'.,‘."..1.‘ﬂ|.‘|.".f N L m/z 70.95  66.06%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane

_JLJLJL

14.00 14.20 14.40 14.60
m/z 43.00 64.46%

99.0
27,}0J | 1777 1410 1830 2250 2820
ot—"Ayltt A e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0

14. 00 14. 20 14. 40 14.60

5000

5000 m/z 85.00 49 _27%
99.0
o219 | ) J L 1410 1830 2250 26602960
el e e
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0 14.00 14.20 14.40 14.60

m/z 40.95 24 .58%

99.0 LNAN
27,0 ] |1y 410 1830 2250 267.0 309.0 3650 W

e R A e it st

T
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60

5000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\

Data File : BF113118.D

Aca On : 19 Mar 2019 4:35

Operator : JU/SJ

3?22 le K1947-07 PST-025-B129-031319
ALS Vial : 38 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Triacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.64 9.52 ng 256344 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Eicosane 282 C20H42 000112-95-8 91
Abundance Scan 2134 (14.639 min): BF113118.D (-2130) (-) m/z 57.00 100.00%
5%.0
5000 M
%90 14.40 14.60 14.80 15.00
141 0 : : : :
ol ik, lll Fa83l 2251 2600 m/z 71.00 66.40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0 A
5000
14.40 14.60 14.80 15.00
99.0 m/z 43.00 60.41%
o | ][ | 1419 1830 2250 267.0 309.0 3510 4220
m/z--> éo 100 1éo 260 2éo 360 3%0 460
Abundance #141426: Heneicosane
57.0
" 14.40 14.60 14.80 15.00
5000 m/z 84.95 48 .49%
99.0
oL.25l0 \ | J / 1419 1830 225.0 296.0
m/z--> éo 100 1éo 200 250 360 3%0 460
Abundance #175557: Tetracosane
57.0 14.40 14.60 14.80 15.00
m/z 55.00 22.12%
5000
99.0
0 25/0 ‘ | 140 1830 225.0 267.0 338.0
m/z--> 5'0 1(')0 1&'30 200 250 3(')0 3%0 4(|)O 14'40 14 60 14. 80 15. oo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\

Data File : BF113118.D

Aca On : 19 Mar 2019 4:35

Operator : JU/SJ

3?22 le K1947-07 PST-025-B129-031319
ALS Vial : 38 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Tetracosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.96 11.40 ng 307114 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Docosane 310 C22H46 000629-97-0 91
Abundance Scan 2189 (14.963 min): BF113118.D (-2184) (-) m/z 57.00 100.00%
5%.0
5000
7 1960 14180 15,00 1520
141 1 . . . )
ol ll Ll ratgroattt 261t | "m/z 71.00 65.70%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane
57.0
5000 RPN U SN B
14.60 14.80 15.00 15.20
99.0 m/z 43.00 60.24%
0 25/0 ﬂ , 1410 1830 225.0 267.0 338.0
m/z--> §o 100 1éo 200 250 360 3%0 460
Abundance #219831: Triacontane
57.0
14,60 14.80 15.00 15.20
5000 m/z 85.00 52.12%
99.0
o Ly A | Jaro 1830 2250 267.0 309.0 3510 4220
m/z--> §o 100 1éo 200 250 360 3%0 460
Abundance #141426: Heneicosane
57.0 14.60 14.80 15.00 15.20
m/z 99.00 20.56%
5000
99.0
oL.25l0 \ | J / 1419 1830 225.0 296.0
m/z--> 5'0 100 1&'30 200 250 3(')0 350 4(|)O 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\

Data File : BF113118.D

Aca On : 19 Mar 2019 4:35

Operator : JU/SJ

3?22 le K1947-07 PST-025-B129-031319
ALS Vial : 38 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

15.72 10.63 ng 286346 Perylene-d12 15.28

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 93
2 Triacontane 422 C30H62 000638-68-6 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 2318 (15.721 min): BF113118.D (-2312) (-) m/z 57.00 100.00%

5000

15.40 15.60 15.80 16.00
m/z 71.00 70.30%

o 169.1 224.9 282.0
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #194493: Hexacosane
57.0
5000 LA L L L L L LB L |
15.40 15.60 15.80 16.00
m/z 43.00 59 _.55%
o 130 ,169.0 2250 295.0 367.0
rH A A e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #219831: Triacontane
57.0
N EREEEE ey
15.40 15.60 15.80 16.00
5000 m/z 84.95 52.82%

13.0
| 169-0 225.0 281.0 337.0  422.0

N
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane R EEEEL eSS

57.0 15.40 15.60 15.80 16.00

m/z 55.00 23.13%
5000
130 169.0
ol A 7272 2250 281.0 337.0 593.0 449.0 5050, 562.0 617.0 e

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 15. 40 15 60 15. 80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\

Data File : BF113118.D

Aca On : 19 Mar 2019 4:35

Operator : JU/SJ

3?22 le K1947-07 PST-025-B129-031319
ALS Vial : 38 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 unknownl6.06 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.06 2.06 ng 55395 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Allvl-5-furan-2-vl-2.4-dihvdro... 207 C9H9N30S 1000300-01-3 11
2 Quinoline. 4-chloro-6-methoxv-2-... 207 C11H10CINO 050593-73-2 10
3 1H-1.2.4-Triazole-5(4H)-thione. ... 207 C9H9N30S 1000277-38-2 10
4 2-Ethvlacridine 207 C15H13N 055751-83-2 9
5 6,7-Dimethyl-1,4-dithia-8-aza-sp... 203 C9H17NS2 1000300-18-6 9
Abundance Scan 2376 (16.062 min): BF113118.D (-2373) (-) m/z 39.90 100.00%
39.9
71.0 207.0
5000
o350 2810 354.8 e
15.80 16.00 16.20 16.40
0 m/z 57.00 65.74%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #67161: 4-Allyl-5-furan-2-yl-2 4—d|hydr0 [1,2,4]triazole-3...
207.
41.0
5000 L LN BN UL RS
1580 16.00 16.20 16.40
147.0174.0 m/z 207.00 61.61%
0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #66666: Quinoline, 4-chloro-6-methoxy-2-methyl-
207.0
15,80 16.00 16,20 16.40
5000 164.0 m/z 71.05 56.90%
51.0 101.0 129.0
T L U T U VO
m/z--> 40 60 80 100120 140 160 180 200 220 240 260 280 300 320 340
Abundance #67159: 1H-1,2,4-Triazole-5(4H)-thione, 4-allyl-3-(3-furyl)- T
207.0 15.80 16.00 16.20 16.40
m/z 97.00 44 .00%
5000
39.0
J \ 1190147 01740
ounhmq””ﬁJqﬂuﬂl.lupuUum.h.””.”.””.”w””“”w””“ .
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 1580 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\

Data File : BF113118.D

Aca On : 19 Mar 2019 4:35

Operator : JU/SJ

3?22 le K1947-07 PST-025-B129-031319
ALS Vial : 38 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.19 10.67 ng 287446 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Pentacosane 352 C25H52 000629-99-2 90
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 2398 (16.192 min): BF113118.D (-2391) (-) m/z 57.00 100.00%
5%.0
17 130 1580 16,00 16170 1640 1680
211.1 : : : : :
ol iy 1|| Ao, A89L ST 2931830 | "m/z 71.00 72.66%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 U DR
15. 80 16. oo 16 20 16 40 16. 60
99.0 m/z 43.00 56.27%
Ozmlljijmlmonmzmw%o
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance #194493: Hexacosane
57.0
15,80 16.00 16.20 16.40 16.60
5000 m/z 85.00 51.62%
99.0
oLl §ohy, 410 1830 2250 267.0 309.0  367.0
m/z--> 55 160 1%0 200 2%0 360 3%0 '
Abundance #209566: Octacosane R e R
57.0 15.80 16.00 16.20 16.40 16.60
m/z 55.00 22.38%
h /\VwaW\Aw“f]\w~wmkvﬂ4MﬁMw~
99.0
0 27,00 | | | | 1410 1830 225.0 281.0 337.0 394.0
m/z--> % 1& 1m 2m 250 3& 3% ' 1mmmmwmmmmo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\

Data File : BF113118.D

Aca On : 19 Mar 2019 4:35

Operator : JU/SJ

3?22 le K1947-07 PST-025-B129-031319
ALS Vial : 38 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

16.73 3.16 ng 84987 Perylene-d12 15.28

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 87
2 Hentriacontane 437 C31H64 000630-04-6 86
3 Pentacosane 352 C25H52 000629-99-2 86
4 2-methvltetracosane 352 C25H52 1000376-72-6 86
5 Tetratetracontane 619 C44H90 007098-22-8 83

Abundance Scan 2489 (16.727 min): BF113118.D (-2485) (-) m/z 57.00 100.00%

5000

%

197.1 2391 16.40 16.60 16.80 17.00
282.9 m/z 71.00 68.15%

39.1

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #129513: Hexadecane, 2,6,10,14-tetramethy!-

-

5000

16.40 16.60 16.80 17.00
m/z 43.00 63.27%

0!
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
R o e B
16.40 16.60 16.80 17.00
5000 m/z 85.10 46.05%
99.0
0 L)y 1410 183.0 2250 267.0 309.0 351.0 437.0
L s e LA s A
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane R AEmEEEE L
57.0 16.40 16.60 16.80 17.00
m/z 55.00 23.13%
e WMWWJ\WWM
99.0
o Ly 141.0 183.0 2250 267.0 309.0 352.0
e L B e B Ao E e | R o e e
m/z--> 50 100 150 200 250 300 350 400 16. 40 16. 60 16. 80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF031819\

Data File : BF113118.D

Acq On : 19 Mar 2019 4:35

Operator : JU/SJ

3?22 le K1947-07 PST-025-8129-031319
ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .50 6.50 87.3 ng 2862460 1 6.73 656029 20.0
Tridecanoic acid 11.77 2.7 ng 103726 4 11.24 757131 20.0
1-Heneicosanol 13.80 3.2 ng 137510 5 13.87 852140 20.0
Eicosane 14_34 3.8 ng 163290 5 13.87 852140 20.0
Triacontane 14.64 9.5 ng 256344 6 15.28 538674 20.0
Tetracosane 14.96 11.4 ng 307114 6 15.28 538674 20.0
Hexacosane 15.72 10.6 ng 286346 6 15.28 538674 20.0
unknownl16 .06 16.06 2.1 ng 55395 6 15.28 538674 20.0
Heneicosane 16.19 10.7 ng 287446 6 15.28 538674 20.0
Hexadecane, 2,6,1... 16.73 3.2 ng 84987 6 15.28 538674 20.0
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