LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110719\
Data File : BF117712.D

Aca On > 7 Nov 2019 18:40

Operator :© JU

Sample = K5723-05

Misc :

ALS Vial : 9 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-BF110619.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 2.228 19 24 39 rvB 1041187 1469009 27.56% 2.323%
2 3.452 229 232 251 rBV 40057 85975 1.61% 0.136%
3 5.146 515 520 528 rVB 897804 1062219 19.93% 1.680%
4 5.546 583 588 591 rBY 5087972 4726364 88.67% 7.476%
5 6.545 753 758 763 rBVY 5147149 5164624 96.89% 8.169%
6 6.698 780 784 787 rBVY 5782665 5086029 95.42% 8.044%
7 6.934 820 824 827 rBVY 2270871 1753367 32.89% 2.773%
8 7.093 847 851 854 rVB 4566024 3946317 74.04% 6.242%
9 7.492 914 919 922 rBVY 3677518 3086160 57 .90% 4.881%
10 8.222 1038 1043 1046 rBvV 2568986 2332900 43.77% 3.690%

11 9.298 1221 1226 1229 rBV 6202531 5330320 100.00% 8.431%
12 9.686 1289 1292 1295 rBV 973516 727349 13.65% 1.150%
13 9.922 1326 1332 1335 rBvV 113815 105726 1.98% 0.167%
14 9.981 1338 1342 1345 rVV 3267996 2681056 50.30% 4.241%
15 10.769 1471 1476 1479 rBV 4216339 3663326 68.73% 5.794%

16 10.869 1490 1493 1496 rBV 715315 559576 10.50% 0.885%
17 11.333 1565 1572 1576 rBv4 48590 82818 1.55% 0.131%
18 11.469 1591 1595 1598 rBV 3076554 2774518 52.05% 4 _.388%
19 11.492 1598 1599 1602 rVvVv 409593 248422 4.66% 0.393%
20 11.539 1602 1607 1610 rVB3 131075 151517 2.84% 0.240%

21 11.692 1629 1633 1636 rBV 112458 100158 1.88% 0.158%
22 11.975 1678 1681 1682 rBV 105504 104992 1.97% 0.166%
23 11.992 1682 1684 1689 rVB2 520796 489314 9.18% 0.774%
24 12.080 1696 1699 1702 rBV2 112533 137118 2.57% 0.217%

25 12.104 1702 1703 1708 rVB 80819 65556 1.23% 0.104%
26 12.522 1771 1774 1777 rBV2 85379 87118 1.63% 0.138%
27 12.563 1777 1781 1783 rVV3 67969 80628 1.51% 0.128%
28 12.604 1786 1788 1793 rVB2 77578 85174 1.60% 0.135%

29 12.686 1799 1802 1807 rBV 865216 714434 13.40% 1.130%
30 12.780 1815 1818 1821 rBV 180659 175034 3.28% 0.277%

31 12.916 1836 1841 1844 rBV 812518 734515 13.78% 1.162%
32 13.063 1862 1866 1869 rVB 5378822 4914586 92.20% 7.773%
33 13.133 1875 1878 1881 rBV2 62999 78847 1.48% 0.125%
34 13.222 1890 1893 1894 rBV2 66819 63284 1.19% 0.100%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110719\
Data File : BF117712.D

Aca On > 7 Nov 2019 18:40

Operator :© JU

Sample = K5723-05

Misc :

ALS Vial : 9 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\HPCHEM1\BNA F\METHODS\8270-BF110619.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.245 1894 1897 1899 rVB 80991 85494 1.60% 0.135%

36 13.351 1911 1915 1917 rBV2 110281 122913 2.31% 0.194%
37 13.474 1933 1936 1939 rBV 65788 66023 1.24% 0.104%
38 13.751 1980 1983 1988 rVB 103670 104123 1.95% 0.165%
39 13.869 1998 2003 2005 rBV2 73500 114558 2.15% 0.181%
40 13.957 2015 2018 2025 rBVY 600763 566463 10.63% 0.896%

41 14.116 2039 2045 2048 rBV2 2438341 2653853 49.79% 4.198%
42 14.139 2048 2049 2056 rVB 505273 416002 7.80% 0.658%
43 14.280 2071 2073 2079 rVvB4 101865 139248 2.61% 0.220%
44 14.504 2109 2111 2114 rVB 95902 76176 1.43% 0.120%
45 14.539 2114 2117 2120 rVB2 106432 106837 2.00% 0.169%

46 14.592 2123 2126 2130 rVB2 151126 149204 2.80% 0.236%
47 14.910 2177 2180 2183 rBV2 115537 121161 2.27% 0.192%
48 14.992 2190 2194 2200 rBV 416395 451864 8.48% 0.715%
49 15.174 2221 2225 2229 rBVY 391202 636126 11.93% 1.006%
50 15.263 2237 2240 2243 rBV2 124470 165344 3.10% 0.262%

51 15.492 2275 2279 2285 rVB 265809 334018 6.27% 0.528%
52 15.557 2286 2290 2295 rVB 257424 313218 5.88% 0.495%
53 15.627 2297 2302 2306 rVV 1895992 2327627 43.67% 3.682%
54 15.668 2306 2309 2314 rVB3 151406 241765 4._.54% 0.382%
55 16.133 2384 2388 2392 rBV 93815 140423 2.63% 0.222%

56 16.557 2456 2460 2472 rVB10 63636 148640 2.79% 0.235%
57 16.674 2475 2480 2483 rBV2 46150 91003 1.71% 0.144%
58 16.939 2521 2525 2539 rVB4 68799 231457 4_.34% 0.366%
59 17.151 2555 2561 2569 rVB2 124168 251678 4.72% 0.398%
60 17.521 2620 2624 2634 rVB 50401 116521 2.19% 0.184%

61 17.609 2634 2639 2647 rVB 98076 184155 3.45% 0.291%

Sum of corrected areas: 63224244
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110719\
Data File : BF117712.D

Aca On : 7 Nov 2019 18:40

Operator :© JU

Sample : K5723-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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: BF117712.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110719\
Data File : BF117712.D

Aca On : 7 Nov 2019 18:40

Operator :© JU

Sample : K5723-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 3

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

2.23 16.76 ng 1469010 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 24 (2.228 min): BF117712.D (-19) (-) m/z 73.00 100.00%

73.0

5000 43.0

ﬁ

55.0 87.0

| 2.20 2.30 2.40 2.50 2.60
e e et e e e | M7z 43.00 39 39%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
43.0 2.20 2.30 2.40 2.50 2.60
550 87.0 m/z 55.00 26.12%
29.0
w.nwp.nﬂhhw.”.“.”,d.w.”.“.”,”.w.”.“.”,”.
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0
2.20 2.30 2.40 2.50 2.60
5000 410 550 m/z 87.00 25.21%
29.0 H
L 970 1120  129.0
.“.”,.”.“.”,”..,.”,”.w..”,”.w.”.,”.w.”.“.”
m/z--> 20 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73.0 2.20 2.30 2.40 2.50 2.60
m/z 41.00 12.97%
5000 43.0
58.0
29.0 87.0
IIIII‘I‘I‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110719\
Data File : BF117712.D

Aca On : 7 Nov 2019 18:40

Operator :© JU

Sample : K5723-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 4

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

5.15 12.12 ng 1062220 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
4 2-Propanone. 1-(1-methvlethoxv)- 116 C6H1202 042781-12-4 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 521 (5.151 min): BF117712.D (-515) (-) m/z 43.00 100.00%
43.0
5000 50.0
e 480 500 520 540
....,....','...:|,....E‘ﬁ.'(.’..~,|....,....,....,....,....,297.-9. m/z 59.00 49.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 BN L AR IR AR
59.0 480 500 520 540
0
150 1010 m/z 101.00 18.16%
830
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #3686: 1-Propen-2-ol, acetate
43.0
480 500 520 540
5000 m/z 58.00 17.15%
15.0 | 72.0 100.0
| A I | |
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #4030: 2,3-Butanedione, monooxime B B A T
43.0 480 500 520 5.40
m/z 41.00 7.51%
5000
101.0
150 | 600 840
miz--> 20 40 60 80 100 120 140 160 180 200 480 500 520 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110719\
Data File : BF117712.D

Aca On : 7 Nov 2019 18:40

Operator :© JU

Sample : K5723-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 3 unknown6.70 Concentration Rank 1

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

6.70 58.01 ng 5086030 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 784 (6.698 min): BF117712.D (-780) (-) m/z 132.00 100.00%
13R.0
5000 68.0
200 0 e J oo | 6u Sk ok 7k
ot m/z 67.95 40.55%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 IR L UL S
6.40 6.60 6.80 7.00
310 510 ‘ m/z 133.95 34.04%
'lﬁlh“'l'!'m""lj”'l""P"'I"”I""I”"
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
640 6.60 6.80 7.00
5000 67.0 m/z 66.00 27.26%
41.0 97.0
‘ ‘ 117.0
----“i“--“-“-|‘-“1‘-‘-ﬁ|2'-0-‘-‘*|----‘\--H-|----|----|----|----
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #52379: Tranylcypromine-propionyl A ma e
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.05 16.80%
74.0
5000 98.0 116.0
||||||||‘|‘|‘|‘||‘|M|||“|||‘H“||‘|“|||‘H| ||:|I-5|8|.(|)||||]:8|9.|0|||||| A e e R
m/z--> 40 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110719\
Data File : BF117712.D

Aca On : 7 Nov 2019 18:40

Operator :© JU

Sample : K5723-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 Benzenesulfonamide, N,4-dim... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.87 4.03 ng 559576 Phenanthrene-d10 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. N.4-dimethvl- 185 C8H11NO2S 000640-61-9 95
2 Cvclohepta-2.4.6-trienesulfonic ... 185 C8H11NO2S 1000187-28-7 58
3 1-Hvdroxvtricvclol4.3.0.0(4.9)1In... 308 C16H2004S 201992-83-8 50
4 p-Toluenesulfonvlacetonitrile 195 C9HINO2S 005697-44-9 50
5 4-Toluenesulfonylmethyl isocyanide 195 C9HINO2S 036635-61-7 50
Abundance Scan 1493 (10.869 min): BF117712.D (-1490) (-) m/z 91.00 100.00%
91.0
5000
65.0
154.9 185.0
121.0 10.60 10.80 11.00 11.20
m/z 65.00 25.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #49672: Benzenesulfonamide, N,4-dimethyl-
91.0
5000
10.60 10.80 11.00 11.20
30.0 . 155.0 185.0 m/z 185.00 18.92%
: 121.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #49677: Cyclohepta-2,4,6-trienesulfonic acid, methylamide
91.0
10,60 10,80 11.00 11.20
5000 185.0 m/z 154.95 18.43%
155.0
65.0
3?0 J ‘ 121.0
A T R
m/z--> 2'0 4'0 6|0 8|0 100 150 140 160 180 200 220 240 260 280 3(')0 32'0 '
Abundance #151012: 1-Hydroxytricyclo[4.3.0.0(4,9)]nonan-9-yl p-tolue... e .L. T
91.0 10.60 10.80 11.00 11.20
m/z 92.00 17.99%
65.0
5000
39.0 155.0
SN 1 T = -/ N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10.60 10.80 11. 00 11. 20

8270-BF110619.M Fri Nov 08 16:04:18 2019 Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110719\
Data File : BF117712.D

Aca On : 7 Nov 2019 18:40

Operator :© JU

Sample : K5723-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 8
R.T. EstConc Area Relative to ISTD R.T.
11.99 3.53 ng 489314 Phenanthrene-d10 11.47
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 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 Octadecanoic acid 284 C18H3602 000057-11-4 87

Abundance Scan 1684 (11.992 min): BF117712.D (-1682) (-) m/z 73.00 100.00%

5000

A
LI B N I

11.60 11.80 12.00 12.20 12.40
m/z 43.00 89.44%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107549: n-Hexadecanoic acid
60.0
5000 1290 T T T T LA B TT T T

11. 60 11. 80 12. OO 12 20 12. 40

0
157.0 18502130 2560 m/z 60.00 78.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #72646: Tridecanoic acid
430 |30
11.60 11.80 12.00 12.20 12.40
5000 m/z 57.00 69.07%
129.0 1710 214.0
L L deze ] |
SRS .‘.‘.“U...”,‘....,.... e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95851: Pentadecanoic acid AR e R e e
43.0 73.0 11.60 11.80 12.00 12.20 12.40
m/z 55.00 68.73%
5000 129.0
%.5.',0....,.1..'.. e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.60 11.80 12. OO 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110719\
Data File : BF117712.D

Aca On : 7 Nov 2019 18:40

Operator :© JU

Sample : K5723-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.96 4.27 ng 566463 Chrysene-di12 14.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 1-Heptacosanol 396 C27H560 002004-39-9 93
3 n-Tetracosanol-1 354 C24H500 000506-51-4 93
4 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 93
5 1-Octadecanol 270 C18H380 000112-92-5 91
Abundance Scan 2019 (13.963 min): BF117712.D (-2015) (-) m/z 57.00 100.00%
57.0
230.0
5000
13.60 13.80 14.00 14.20
m/z 43.00 79.62%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
580 o4
5000 R DAL SRR DU B B
Bmmmmmmm
l m/z 55.00 74 .82%
26 L 0;68 0 2100  266.0295.0
m/z--> 50 100 150 200 250 300 3%0
Abundance #210517: 1-Heptacosanol
57.0 97.0
13.60 13.80 14.00 14.20
5000 m/z 83.05 70.88%
39.0
ZmJ‘JH;Phgwom%Bmzmm%ommww
m/z--> 55 160 1%0 260 250 360 3%0
Abundance #186968: n-Tetracosanol-1 B BaAaE R
57.0 97.0 13.60 13.80 14.00 14.20
m/z 230.00 64 .55%
5000
39.0
270] | ” [ P | 168.0 210.0238.0 278.0308.0337.0
m/z--> 5'0 1(')0 1&1,0 2(')0 250 3(')0 3&1,0 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110719\
Data File : BF117712.D

Aca On : 7 Nov 2019 18:40

Operator :© JU

Sample : K5723-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Supraene

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.99 3.88ng 451864  Perylene-di2 15.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 supraere 410 C30H50 007683-64-9 90
2 Saualene 410 C30H50 000111-02-4 90

3 Farnesol i1somer a 222 C15H260
4 2.6.10.14-Hexadecatetraenoic aci... 332 C22H3602
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240

1000108-92-4 68
024035-35-6 64
125529-10-4 59

m/z 69.00 100.00%

.

14.60 14.80 15.00 15.20 15.40

m/z 81.00 50.88%

N

14 60 14. 80 15. OO 15 20 15. 40

m/z 41.00 24 .93%

%

14.60 14.80 15.00 15.20 15.40

m/z 95.05 12 .43%

%

14.60 14.80 15.00 15.20 15.40

m/z 68.00 11.85%

%

Abundance Scan 2194 (14.992 min): BF117712.D (-2190) (-)
69.0
5000
137 254.0
e, I .ﬂ'oﬂ QL w50 226010 2e90 a2
A I LA A o o e e e e e LA A
m/z--> 50 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
5000
137.0
29.0, , | }070 1910 231.0 273.0 341.0 410.0
it ....,....,.... I B e o o o o e
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000
137.0
| }07 0™~/ 191.0 231.0 273.0 341.0 410.0
7 T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #79401: Farnesol isomer a
69.0
5000
09.0
ul \h ‘\ O A 16:‘['0191'0222'0
e e e T
m/z--> 50 100 150 200 250 300 350 400

14 60 14. 80 15. OO 15 20 15. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110719\
Data File : BF117712.D

Aca On : 7 Nov 2019 18:40

Operator :© JU

Sample : K5723-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 Benzo[e]pyrene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.49 2.87 ng 334018 Perylene-di12 15.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzoli1fluoranthene 252 C20H12 000205-82-3 94
3 Benzolklfluoranthene 252 C20H12 000207-08-9 93
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
5 Benzo[a]pyrene 252 C20H12 000050-32-8 91
Abundance Scan 2279 (15.492 min): BF117712.D (-2275) (-) m/z 252.00 100.00%
25%.0
5000
125.0
2240 15.20 15.40 15.60 15.80
_ a0 730 g | 740 2280 4 2000 3269 3653 550 00 29.05%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
252,
5000
15.20 15.40 15.60 15.80
m/z 253.05 21.25%
125.0
63.0 98.0, | 1740  224.0
m/z--> 50 100 150 200 250 300 350
Abundance #104223: Benzo[j]fluoranthene
252.0
15.20 15.40 15.60 15.80
5000 m/z 125.00 15.37%
126.0
29.0 63.0 100.9 ‘| 1740  224.0
m/z--> 50 100 150 200 250 300 350
Abundance #104226: Benzo[K]fluoranthene L B Rt
252.0 15.20 15.40 15.60 15.80
m/z 126.00 12.12%
5000
126.0
36.0 63.0 100. | 1740  224.0
m/z--> 50 100 150 200 250 300 350 15.20 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF110719\
Data File : BF117712.D

Acq On > 7 Nov 2019 18:40

Operator : JU

Sample : K5723-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110619_.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... 2.23 16.8 ng 1469010 1 6.93 1753370 20.0
2-Pentanone, 4-hy... 5.15 12.1 ng 1062220 1 6.93 1753370 20.0
unknown6.70 6.70 58.0 ng 5086030 1 6.93 1753370 20.0
Benzenesulfonamid... 10.87 4.0 ng 559576 4 11.47 2774520 20.0
n-Hexadecanoic acid 11.99 3.5 ng 489314 4 11.47 2774520 20.0
1-Heneicosanol 13.96 4.3 ng 566463 5 14.12 2653850 20.0
Supraene 14.99 3.9 ng 451864 6 15.63 2327630 20.0
Benzo[e]pyrene 15.49 2.9 ng 334018 6 15.63 2327630 20.0
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