LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120090.D

Aca On : 20 Apr 2020 20:56

Operator : MA/SJ

Sample : L2314-11

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-BF040820 .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 5.322 545 550 565 rVB 2610076 2724602 75.06% 5.738%
2 6.357 721 726 729 rBVY 3167985 3021317 83.24% 6.363%
3 6.428 734 738 743 rVB4 47969 57701 1.59% 0.122%
4 6.545 752 758 763 rBV3 61749 62443 1.72% 0.132%
5 6.710 783 786 790 rBVY 1059680 893764 24.62% 1.882%
6 6.869 808 813 816 rBY 3118668 2620792 72.20% 5.519%
7 7.122 851 856 859 rBV 82129 69298 1.91% 0.146%
8 7.280 875 883 886 rBY 2186336 2084504 57.43% 4 .390%
9 7.733 957 960 967 rVB 42284 45911 1.26% 0.097%
10 7.998 1001 1005 1008 rBV 1548341 1264937 34.85% 2.664%
11 8.586 1102 1105 1110 rVB 210197 166551 4 _.59% 0.351%
12 8.710 1121 1126 1129 rVB2 48755 41288 1.14% 0.087%
13 8.916 1158 1161 1166 rBV 48256 46990 1.29% 0.099%

14 9.080 1183 1189 1192 rBV 4252070 3629761 100.00% 7.644%
15 9.474 1252 1256 1260 rBV 622138 493836 13.61% 1.040%

16 9.757 1297 1304 1307 rBV 1343509 1230141 33.89%% 2.591%

17 9.963 1335 1339 1342 rBV3 35859 42731 1.18% 0.090%
18 10.545 1433 1438 1441 rBV 2524711 2115142 58.27% 4._.454%
19 10.669 1455 1459 1464 rBV2 52022 73500 2.02% 0.155%
20 10.916 1496 1501 1506 rBV3 69255 89746 2.47% 0.189%
21 11.116 1532 1535 1537 rBV 47666 42052 1.16% 0.089%

22 11.198 1546 1549 1552 rBV 85828 100155 2.76% 0.211%
23 11.239 1552 1556 1559 rVV 1571404 1385696 38.18% 2.918%
24 11.263 1559 1560 1565 rVvVv 153941 128533 3.54% 0.271%

25 11.316 1565 1569 1573 rVB3 43727 69096 1.90% 0.146%
26 11.468 1591 1595 1598 rBvV4 35991 62043 1.71% 0.131%
27 11.539 1604 1607 1611 rBV 67256 60645 1.67% 0.128%
28 11.633 1619 1623 1628 rBV5 39339 69448 1.91% 0.146%
29 11.692 1630 1633 1638 rVV3 80742 135121 3.72% 0.285%
30 11.739 1639 1641 1644 rVVv2 44115 59046 1.63% 0.124%

31 11.780 1644 1648 1658 rVB 1187411 1178181 32.46% 2.481%
32 11.951 1674 1677 1685 rVB 169902 180128 4._.96% 0.379%
33 12.033 1687 1691 1694 rBV2 65847 92493 2.55% 0.195%
34 12.145 1706 1710 1712 rBV3 46034 50170 1.38% 0.106%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120090.D

Aca On : 20 Apr 2020 20:56

Operator : MA/SJ

Sample : L2314-11

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\HPCHEM1\BNA F\METHODS\8270-BF040820.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.186 1714 1717 1721 rVB2 56238 61357 1.69% 0.129%
36 12.292 1732 1735 1738 rBV3 58054 67432 1.86% 0.142%
37 12.327 1738 1741 1747 rVB2 127469 190872 5.26% 0.402%
38 12.374 1747 1749 1754 rBV3 34972 42120 1.16% 0.089%

39 12.451 1759 1762 1765 rBV 105063 102090 2.81% 0.215%
40 12.486 1765 1768 1776 rVB3 114831 209403 5.77% 0.441%

41 12.563 1776 1781 1789 rBV 455709 534370 14.72% 1.125%
42 12.680 1798 1801 1803 rVB 99545 71511 1.97% 0.151%
43 12.715 1803 1807 1816 rVB2 225278 282853 7.79% 0.596%
44 12.833 1822 1827 1830 rBV 3554344 3114238 85.80% 6.558%
45 13.051 1860 1864 1865 rBVY 119422 129365 3.56% 0.272%

46 13.092 1869 1871 1880 rVB3 165925 217263 5.99% 0.458%
47 13.257 1896 1899 1902 rBV 457876 388665 10.71% 0.819%
48 13.286 1902 1904 1909 rVB2 145102 125544 3.46% 0.264%
49 13.362 1914 1917 1920 rVB4 61337 51166 1.41% 0.108%
50 13.410 1921 1925 1933 rVV2 261167 312593 8.61% 0.658%

51 13.504 1937 1941 1943 rVV 218857 219009 6.03% 0.461%
52 13.527 1943 1945 1949 rVB2 134605 118430 3.26% 0.249%
53 13.621 1958 1961 1965 rBvV4 56040 77529 2.14% 0.163%
54 13.680 1969 1971 1977 rVB 187095 174320 4._80% 0.367%
55 13.733 1977 1980 1987 rBV 1282666 1597993 44.02% 3.365%

56 13.821 1993 1995 1999 rVB2 70539 65104 1.79% 0.137%
57 13.880 1999 2005 2008 rBV 1142385 1188201 32.73% 2.502%
58 13.957 2015 2018 2025 rBV2 218854 300936 8.29% 0.634%
59 14.051 2031 2034 2039 rBV2 295236 409409 11.28% 0.862%
60 14.092 2039 2041 2044 rVB 94570 87213 2.40% 0.184%

61 14.180 2053 2056 2058 rBV 156554 135005 3.72% 0.284%
62 14.245 2064 2067 2069 rBV 120553 131631 3.63% 0.277%
63 14.274 2069 2072 2074 rBV 284326 329110 9.07% 0.693%
64 14.333 2079 2082 2085 rVvVv 167860 156730 4._.32% 0.330%
65 14.374 2085 2089 2101 rVB3 1558338 2304642 63.49% 4 _.853%

66 14.515 2111 2113 2117 rVB 174148 170027 4.68% 0.358%
67 14.574 2120 2123 2127 rVV 199274 183574 5.06% 0.387%
68 14.645 2132 2135 2139 rVV2 295988 440768 12.14% 0.928%
69 14.709 2143 2146 2151 rVB 316380 339995 9.37% 0.716%
70 14.798 2157 2161 2174 rBV3 289663 705947 19.45% 1.487%

71 14.898 2175 2178 2186 rVB 123777 240100 6.61% 0.506%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120090.D

Aca On : 20 Apr 2020 20:56

Operator : MA/SJ

Sample : L2314-11

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\HPCHEM1\BNA F\METHODS\8270-BF040820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 14.980 2189 2192 2194 rBV 383312 382511 10.54% 0.806%
73 15.009 2194 2197 2202 rVB2 246605 310669 8.56% 0.654%
74 15.245 2234 2237 2242 rVB 100304 127882 3.52% 0.269%
75 15.309 2243 2248 2252 rBV 685249 982973 27.08% 2.070%

76 15.527 2281 2285 2292 rVB 225261 317855 8.76% 0.669%
77 15.756 2319 2324 2327 rBV 166615 238133 6.56% 0.501%
78 15.803 2327 2332 2340 rVV 1070337 1893209 52.16% 3.987%
79 15.898 2345 2348 2355 rVB4 142889 243712 6.71% 0.513%
80 16.503 2446 2451 2455 rBV2 148882 238697 6.58% 0.503%

81 16.686 2478 2482 2485 rBV2 61623 121679 3.35% 0.256%
82 16.850 2504 2510 2522 rBV10 161460 461238 12.71% 0.971%
83 17.245 2570 2577 2585 rBV3 316682 861451 23.73% 1.814%
84 17.350 2593 2595 2600 rBV5 29081 43063 1.19% 0.091%
85 17.556 2626 2630 2634 rBV7 68668 131765 3.63% 0.277%

86 18.003 2699 2706 2722 rVB7 155349 642008 17.69% 1.352%
87 18.209 2732 2741 2751 rBV2 294475 823660 22.69% 1.735%

Sum of corrected areas: 47484782
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120090.D

Aca On : 20 Apr 2020 20:56

Operator : MA/SJ

Sample : L2314-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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: BF120090.D
4000000

6.36 6.87

3000000
5.32

7.28
2000000

6.71
1000000

@46.55 7.12

o T e et

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: BF120090.D

4000000

12.83

3000000
10.54

2000000
8.00 11.24

1000000

8.59 1k
8.71 8.92 9.96 ||1067 10.9211144E

oo A e A
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BF120090.D

4000000

3000000

2000000 14.37
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120090.D

Aca On : 20 Apr 2020 20:56

Operator : MA/SJ

Sample : L2314-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.78 17.00 ng 1178180 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Undecanoic acid 186 C11H2202 000112-37-8 53
Abundance Scan 1648 (11.780 min): BF120090.D (-1644) (-) m/z 59.95 100.00%
43 60 73
5000
129
97 213 R PR BN S m
U S 1143157171185 0071750y 256 73 1140 11,60 11.80 12.00
i m/z 43.00 96.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 78
5000{ 29 256 N L UG BN UL R

11.40 11.60 11.80 12.00
m/z 73.00 92.09%

21
143157171185 199

b Jl

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 LA B B
11.40 11.60 11.80 12.00
so00| . 129 m/z 57.05 85.18%
g 15 ah 214
101 143157 185
I L B L e R R R N RN R R EE SRR e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 L ’
Abundance #95854: Pentadecanoic acid I B e B EaEE
43 6 11.40 11.60 11.80 12.00
m/z 55.00 79.19%
29
5000
19
‘ I 143157171185
T T RN BN B e B e 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\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120090.D

Aca On : 20 Apr 2020 20:56

Operator : MA/SJ

Sample : L2314-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.56 8.99 ng 534370 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Pentadecanoic acid 242 C15H3002 001002-84-2 72
Abundance Scan 1781 (12.563 min): BF120090.D (-1776) (-) m/z 43.00 100.00%
73
5000
129
¥ 18 om 15130 1240 1260 1580
157 284 : : : :
g2y Lo 221 0 "m/z 57.00 85.02%
m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid
7
43
129
5000 284 AR DR B SR
97 185 241 nmnmnmnm
\ m/z 59.95 82.67%
0 e T - I
m/z--> 50 100 150 200 250 300 350
Abundance
60
Al 12:20 12.40 12.60 12.80
5000 129 m/z 73.00 76.25%
83
101 157 185 213 256
m/z--> B '56' ' "160" ' 150" "260" "250" ' 500" "350" '
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43 12.20 12.40 12.60 12.80
m/z 55.00 74.74%
73
5000 284
129
185
L M T e R B
m/z--> m m 150 200 250 300 350 1nmummmmo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120090.D

Aca On : 20 Apr 2020 20:56

Operator : MA/SJ

Sample : L2314-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 unknownl3.26 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

13.26  6.54ng 388665  Chrysene-diz 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

-Propen-1-one. 1.3-diphenvl-. (E)- 208 C15H120 000614-47-1 46
2" .5.5"-Tetramethvldiphenvlsul ... 274 C16H1802S 006632-44-6 38
halcone 208 C15H120 000094-41-7 35
alerophenone. 4°-(trimethvilsilo... 250 C14H2202Si 033342-92-6 27
,2",4,4" -Tetramethyldiphenylsul... 274 C16H1802S 005184-75-8 25

abrwNPE
N<ONNDN

Abundance Scan 1900 (13.262 min): BF120090.D (-1896) (-) m/z 208.10 100.00%
208

5000

13.00 13.20 13.40 13.60
m/z 193.05  75.76%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67937: 2-Propen-1-one, 1,3-diphenyl-, (E)-
208

5000
13.00 13.20 13.40 13.60

m/z 195.05 70.36%

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
193208 o5 274
91
77 | 105 151 13.00 13.20 13.40 13.60
5000 179 m/z 77.00 66.17%
28 44 165 239
125
225
63

WWWWWW

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #67902: Chalcone B aEan Bt st
13.00 13.20 13.40 13.60

m/z 91.05 65.10%

5000

I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120090.D

Aca On : 20 Apr 2020 20:56

Operator : MA/SJ

Sample : L2314-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Pentadecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.41 5.26 ng 312593 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 53
2 Nonadecane. 1l-chloro- 302 C19H39cClI 062016-76-6 49
3 Tetradecane. 1l-chloro- 232 C14H29cClI 002425-54-9 38
4 Tridecane 184 C13H28 000629-50-5 35
5 Hexadecane, 1-chloro- 260 C16H33ClI 004860-03-1 25

Abundance Scan 1925 (13.410 min): BF120090.D (-1921) (-) m/z 57.00 100.00%

5000

g1

13.00 13.20 13.40 13.60 13.80
m/z 95.00 64 .95%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71396: Pentadecane
5|7
85
5000 4 LIS B L B L L L L L LB
13. OO 13. 20 13. 40 13. 60 13 80
m/z 43.00 64.47%
2 4 |4 | 18 1 e 22
L R o RAa.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R B L.
13.00 13.20 13.40 13.60 13.80
5000 M m/z 71.00 51.63%
85
26 105 133 161 183 208 231 259 302
mwmmmwwwwwwmﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #87667: Tetradecane, 1-chloro- AR e e
57 13.00 13.20 13.40 13.60 13.80
4 91 m/z 55.00 44 .87%
5000
2 | 17 133
2 ) \ ) 161 189204 232
”q.“q.”q.“q.”..“q.”q.“..”..“..”..”..”..”..”.P” R e aaa ==
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. OO 13. 20 13. 40 13. 60 13 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120090.D

Aca On : 20 Apr 2020 20:56

Operator : MA/SJ

Sample : L2314-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Heptafluorobutyric acid, pe... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.73 26.90 ng 1597990 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
2 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 94
3 n-Heptadecanol-1 256 C17H360 001454-85-9 91
4 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 91
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91
Abundance Scan 1979 (13.727 min): BF120090.D (-1977) (-) m/z 57.00 100.00%

a7

83

5000

:

230 13.40 13.60 13.80 14.00
252275 300 m/z 55.00 91.37%

139 167 200

m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57
83
5000 111 LN L L L L L LB L |
13.40 13.60 13.80 14.00
m/z 43.05 89.53%
29 130 189 210
A .-u.ll.-. PO - . ..
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
97 IIIIIIIIIIIIIIIIIIIIIII
13.40 13.60 13.80 14.00
5000 m/z 83.05 62.97%
29 125
154 182 210 238 283 334
T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #107662: n-Heptadecanol-1 B EEEEEEEE TS e
55 83 13.40 13.60 13.80 14.00
m/z 97.05 55.95%
5000 111
29
J‘ Il 1 b J\1319 .168 2:!'0 238
A

T I T I
m/z--> 50 100 150 200 250 300 350 400 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120090.D

Aca On : 20 Apr 2020 20:56

Operator : MA/SJ

Sample : L2314-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 unknownl14.05 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.05 6.89 ng 409409 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 3-methvl-. 2-oxo0-2... 254 C16H1403 055153-20-3 36
2 Butvrophenone. 2-phenvl- 224 C16H160 016282-16-9 22
3 Benzene. (1.3-dimethvl-3-butenvl)- 160 C12H16 056851-51-5 22
4 Benzoic acid. N"-T(ethvlamino)ca... 223 C10H13N30S 1000327-65-8 16
5 Etomidate 244 C14H16N202 033125-97-2 14
Abundance Scan 2034 (14.051 min): BF120090.D (-2031) (-) m/z 105.00 100.00%

105

|

57 223
8! ‘\ 13.80 14.00 14.20 14.40
3 141 244
ol .9,'|. :l".~'51 oL 423 162182 204 | 20 276208 852 | n/z 119.00  46.35%
m/z--> 50 100 150 200 250 300 350

Abundance #105614: Benzoic acid, 3-methyl-, 2-oxo-2-phenylethy! ester U\,’L
105

T T T T T T T T T T
5000 13.80 14.00 14.20 14.40

m/z 90.95 20.23%

29 6 | |‘ 254
——— T T T T
m/z--> 50 100 150 200 250 300 350
Abundance
105

13.80 14. 00 14. 20 14.40

5000 m/z 57.00 17.10%
77
27 51 128 165 224
T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #30884: Benzene, (1,3-dimethyl-3-butenyl)- ann T her i
105 13. 80 14. 00 14. 20 14. 40

m/z 223.15 16.64%

5000
77
39 56 | | 128 160
e Pl

m/z--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40

8270-BF040820.M Tue Apr 21 06:31:07 2020 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120090.D

Aca On : 20 Apr 2020 20:56

Operator : MA/SJ

Sample : L2314-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 2,4-Difluorobenzoic acid, 2... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.27 5.54 ng 329110 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Difluorobenzoic acid. 2.4-di... 352 C17H8CI2F202 1000331-58-5 64
2 2.4-Difluorobenzoic acid. 2.4.5-. 336 C13H5CI3F202 1000360-56-3 59
3 2.5-Difluorobenzoic acid. 2.4- d|--- 352 C17H8CI2F202 1000331-56-9 50
4 1-But-3-envlnaphthalene 182 C14H14 002489-88-5 45
5 2,6-Difluorobenzoic acid, 3-chlo... 268 C13H7CIF202 1000325-74-0 42
Abundance Scan 2071 (14.268 min): BF120090.D (-2069) (-) m/z 141.00 100.00%
141
5000
43 239 352 14.00 14.20 14.40 14.60
69 167
bt ok 2R W1, 207283300 826 T | "m/z 142.00  14.22%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #185034: 2,4-Difluorobenzoic acid, 2,4-dichloronaphthyl-1 ...
141
5000
14.00 14.20 14.40 14.60
113 m/z 43.00 7.28%
63 85 | 183 2u 352
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
141
14,00 14.20 14.40 14.60
5000 m/z 154.10 6.52%
113
63 93 167 196 336
WWWWWWWWWWWWWWW
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #185033: 2,5-Difluorobenzoic acid, 2,4-dichloronaphthyl-1 ... A Ewa s S
141 14.00 14.20 14.40 14.60
m/z 239.15 6.22%
5000
113
63 87 | ‘ 183 211 32
m/z--> bt%%l&nmmmmmmmmmmmmmmﬁmh' 14.00 14.20 14.40 14.60

8270-BF040820.M Tue Apr 21 06:31:08 2020 Page: 11



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
BF120090.D

20 Apr 2020 20:56

MAZ/SJ

L2314-11

19 Sample Multiplier: 1

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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

9 1-Docosene

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.37 38.79 ng 2304640 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 97
2 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 94
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 94
5 1-Heneicosanol 312 C21H440 015594-90-8 93

Abundance Scan 2088 (14.368 min): BF120090.D (-2085) (-) m/z 57.00 100.00%
57
83
5000
111
LN BRI U
139 14.00 14.20 14.40 14.60
ol III, l A7 168 196 240 268 308 367 397 | ns7 5500  82.97%
m/z--> 50 100 150 200 250 300 350 400
Abundance #151537: 1-Docosene
5000 LN BRI UL
29 14.00 14.20 14.40 14.60
m/z 43.05 80.96%
J 280
m/z--> o 50 100 150 200 250 300 350 400
Abundance
57
97 LN BRI U
14.00 14.20 14.40 14.60
5000 m/z 83.10 62.18%
125
29
154 196 224 269 370
miz-> 50 100 150 200 250 300 350 400 }\
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester e AR
57 14.00 14.20 14.40 14.60
83 m/z 97.10 57.50%
5000 111
29 169
e ‘klhl?g. 20 255 406
m/z--> §0 160 150 200 250 360 3%0 460 1&00 1450 1£4o 14%0 '

8270-BF040820.

M Tue Apr 21 06:31:09 2020

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120090.D

Aca On : 20 Apr 2020 20:56

Operator : MA/SJ

Sample : L2314-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
Quant Title : 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 10 1,5-Bis(naphthalen-1-yl)pen... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.64 8.97 ng 440768 Perylene-di12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.5-Bis(naphthalen-1-v)pentane-... 352 C25H2002 1000210-52-9 64
2 1-Naphthoic acid. 2.4.5-trichlor... 350 C17H9CI302 1000355-69-5 64
3 2.6-Difluoro-3-methvlbenzoic aci... 350 C14H7CI3F202 1000357-29-9 59
4 Pvridine. 4-phenvl- 155 C11HSN 000939-23-1 45
5 2,6-Difluoro-3-methylbenzoic aci... 284 C14H8F402 1000357-67-6 42
Abundance Scan 2134 (14.639 min): BF120090.D (-2132) (-) m/z 155.10 100.00%
1%5
5000
43 129 352 14.40 14.60 14.80 15.00
ol 62, 88105 129) | 181108 224243 e82e7 317 M2 eS0T 16 o
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #185527: 1,5-Bis(naphthalen-1-yl)pentane-1,5-dione
185
127
5000 LR L BN R SR
14.40 14.60 14.80 15.00
m/z 141.00 11.15%
55 77 ‘180 9 32
39 101 ; | |7 1,7 225 256 278296 317334 |
m/z--> 40 éo 85 160 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
155
14.40 14.60 14.80 15.00
5000 m/z 153.10 8.01%
127
51 77 101 171 196 350
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #183643: 2,6-Difluoro-3-methylbenzoic acid, 2,4,5-trichlor... R B e B
1585 14.40 14.60 14.80 15.00
m/z 43.00 6.41%
5000
57 77 101 1%7 171 196 352
m/z--> 40 60 80 1(')0 120 140 160 180 200 220 240 260 280 300 320 340 14.40 14.60 14.80 15.00

8270-BF040820.M Tue Apr 21 06:31:09 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120090.D

Aca On : 20 Apr 2020 20:56

Operator : MA/SJ

Sample : L2314-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 1,6-Anhydro-2,3-0O-isopropyl... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.71 6.92 ng 339995 Perylene-di12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.6-Anhvdro-2.3-0-isopropvlidene... 316 C15H2805Si1 1000364-42-4 50
2 Ethvl 1-(3-hvdroxvbutvl)-2-oxocv... 270 C15H2604 110288-16-9 50
3 Fumaric acid. butvl l1l-phenvlprop... 290 C17H2204 1000344-96-1 42
4 Thiophene-2-carboxvlic acid. 5-f... 156 C6H403S 1000306-77-9 38
5 Naphthalene, 2,2"-(1-methyl-1,3-... 310 C24H22 077455-13-1 16
Abundance Scan 2146 (14.709 min): BF120090.D (-2143) (-) m/z 155.10 100.00%
185
5000
M 128 352 14.40 14.60 14.80 15.00
ol 5 89 77 109055] | 180108218236254 282 313 " m/z 156.10 27.87%
m/z--> 50 100 150 200 250 300 350
Abundance #157769: 1,6-Anhydro-2,3-O-isopropylidene-.beta.-D-mannopy...
7 155
103
183
5000 R AL FUNL UL SRR
201 14.40 14.60 14.80 15.00
301 m/z 141.10 13.18%
5
bbhogg232 | L
m/z--> 50 100 150 200 250 300 350
Abundance
155
41 14.40 14.60 14.80 15.00
5000 g1 109127 m/z 352.30  6.63%
179 4
L L WL S S S T ]
m/z--> 50 100 150 200 250 300 350
Abundance #136182: Fumaric acid, butyl 1-phenylpropy! ester
155 14.40 14.60 14.80 15.00
m/z 154 .05 5.63%
5000 99
117
’ 135 188
57
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00

8270-BF040820.M Tue Apr 21 06:31:10 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120090.D

Aca On : 20 Apr 2020 20:56

Operator : MA/SJ

Sample : L2314-11

Misc :

ALS Vial : 19 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-BF040820.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

Concentration Rank 8

Peak Number 12 9-Hexadecen-1-ol,

(-

R.T. EstConc Area Relative to ISTD R.T.
14.80 14.36 ng 705947 Perylene-di12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Hexadecen-1-ol. (2)- 240 C16H320 010378-01-5 96
2 1.21-Docosadiene 306 C22H42 053057-53-7 93
3 1.15-Hexadecadiene 222 C16H30 021964-51-2 92
4 Z-8-Hexadecen-1-ol acetate 282 C18H3402 1000131-34-6 86
5 Octadecanal 268 C18H360 000638-66-4 81

Abundance Scan 2161 (14.798 min): BF120090.D (-2157) (-) m/z 57.00 100.00%
57
82
5000
109 135 190 14.40 14.60 14.80 15.00 15.20
3 153 239 268 . . . . )
ol S .l 20 fal ARS8 30 43,00 87.29%
m/z--> 100 150 200 250 300 350
Abundance #94329: 9-Hexadecen-1-ol, (2)-
5000 A DAL BRI IS
109 222 14.40 14.60 14.80 15.00 15.20
“ 138 m/z 55.00 68.47%
L “1(‘35-19‘.1--'-2‘-‘0.----.----.-
m/z--> 200 250 300 350
Abundance
55 go
14.40 14.60 14.80 15.00 15.20
5000 m/z 82.00 62.60%
29 110
306
138 165180 208 236p53 278
m/z--> 50 100 150 200 250 300 350
Abundance #79558: 1,15-Hexadecadiene I GRS R RS e
5 14.40 14.60 14.80 15.00 15.20
82 m/z 96.00 47 . 75%
5000
29 110
“ ” 138 166 194 222
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00 15.20

8270-BF040820.M Tue Apr 21 06:31:10 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120090.D

Aca On : 20 Apr 2020 20:56

Operator : MA/SJ

Sample : L2314-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Octadecane, 2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.98 7.78 ng 382511 Perylene-d12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 93
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Pentacosane 352 C25H52 000629-99-2 91
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2192 (14.980 min): BF120090.D (-2189) (-) m/z 57.00 100.00%
57
5000 85
113 141 14.60 14.80 15.00 15.20
ol L b L 41 160 197 225246266200 325 3T o1 05 52,310
m/z--> 50 100 150 200 250 300 350
Abundance #117648: Octadecane, 2-methyl-
43
71
5000 LN U SR SUNILE
14.60 14.80 15.00 15.20
m/z 43.10 52.15%
9 127 155 83 225 953
1 5
ﬁ—rmr.J.HJ,H.h:,n. N UL UL UL UL
m/z--> 50 100 150 200 250 300 350
Abundance
57
14.60 14.80 15.00 1520
5000 g5 m/z 85.05 39.54%
29
113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance #194494: Hexacosane | BLELELELE BN B LR I
57 14.60 14.80 15.00 15.20
m/z 55.00 23.52%
5000 85
113
29 ||y | |77, 141 169 197 225 253 205 366
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 3&'30 ' 14.|60 14.|80 15.'00 15.'20 '

8270-BF040820.M Tue Apr 21 06:31:11 2020 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120090.D

Aca On : 20 Apr 2020 20:56

Operator : MA/SJ

Sample : L2314-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 1-Octadecanethiol Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.01 6.32 ng 310669 Perylene-di12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanethiol 286 C18H38S 002885-00-9 91
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 E-15-Heptadecenal 252 C17H320 1000130-97-9 89
4 E-7-Octadecene 252 C18H36 1000130-92-0 76
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 68
Abundance Scan 2197 (15.009 min): BF120090.D (-2194) (-) m/z 55.00 100.00%
55 97
5000
125 LA DA SUNIRN I
. I 153 18606220 2070290 306 355 14.60 14.80 15.00 15.20 15.40
~..I,'..'.'-':i'....?0?...,1-.?..,....,. m/z 97.10 81.44%
m/z--> 50 100 150 200 250 300 350
Abundance #133070: 1-Octadecanethiol
43 83

14.60 14.80 15.00 15.20 15.40
m/z 83.00 79.71%

5000

167 195 224

m/z--> 50 100 150 200 250 300 350
Abundance
57 83
R B B
14.60 14.80 15.00 15.20 15.40
5000 11 m/z 69.00 73.40%
29 139
167 195 202 250 280 308 336
I B S e e B
m/z--> 50 100 150 200 250 300 350
Abundance #104157: E-15-Heptadecenal A B o
14.60 14.80 15.00 15.20 15.40
83 m/z 43.10 63.51%
5000
111
lLs ‘l L J‘\ | 139 168 196 224 252
e P R R R
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20 15.40

8270-BF040820.M Tue Apr 21 06:31:11 2020 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120090.D

Aca On : 20 Apr 2020 20:56

Operator : MA/SJ

Sample : L2314-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Octadecanal Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.53 6.47 ng 317855 Perylene-d12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 Heptadecanal 254 C17H340 1000376-70-0 91
3 12-Octadecenal 266 C18H340 056554-91-7 90
4 1.19-Eicosadiene 278 C20H38 014811-95-1 87
5 1,21-Docosadiene 306 C22H42 053057-53-7 86
Abundance Scan 2286 (15.533 min): BF120090.D (-2281) (-) m/z 57.00 100.00%

82

5000

.

15.20 15.40 15.60 15.80
m/z 43.10 99.03%

138 170189 219 250270 301 334355 390

m/z--> 50 100 150 200 250 300 350
Abundance #117607: Octadecanal

:

5000 e A RE
15.20 15.40 15.60 15.80

109 m/z 82.00 70.25%
137 166 104 222 250

m/z--> 50 100 150 200 250 300 350
Abundance
43
82
R R A SRR
15.20 15.40 15.60 15.80
5000 m/z 55.00 63.15%
109
137155180 208 236
—— e e e
m/z--> 50 100 150 200 250 300 350
Abundance #115864: 12-Octadecenal L A B
57 8 15.20 15.40 15.60 15.80
m/z 83.00 57.81%
5000
29
110
147 224 252
h\ I n.\|.168 19.|6\ il | I I
LI N B B N B B B B RN B N B B NN B B B B R RN B N B A B R R _'_'—I_'_'_'_'—I_'_'_'_l—l_'_'_'_'—l_'_’_'_'—r

|
m/z--> 50 100 150 200 250 300 350 15.20 15.40 15.60 15.80

8270-BF040820.M Tue Apr 21 06:31:12 2020 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120090.D

Aca On : 20 Apr 2020 20:56

Operator : MA/SJ

Sample : L2314-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 unknownl15.80 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.80 38.52 ng 1893210 Perylene-di12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 30
2 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 30
3 Octacosanol 410 C28H580 000557-61-9 25
4 Cvclohexane. 1.1-dimethvl- 112 C8H16 000590-66-9 25
5 n-Tetracosanol-1 354 C24H500 000506-51-4 25
Abundance Scan 2331 (15.798 min): BF120090.D (-2327) (-) m/z 83.05 100.00%
57
5000 \
111
l 157 15.40 15.60 15.80 16.00 16.20
297 . - . . .
- ,....l,..l.l.,l..l.?ﬂ 22280 U sl sie m/z 57.05 89.81%
m/z—-> 0 50 100 150 200 250 300 350 400 450
Abundance #234186: 17-Pentatriacontene
57
97
5000 AR A R R B
15. 40 15. 60 15. 80 16. 00 16 20
29 m/z 97.05 69.96%
l 123181 200236 267292 320 348 376 406 434 462 490
m/z-> 0 55 100 150 200 250 300 350 400 450
Abundance
57
97 15.40 15.60 15.80 16.00 16.20
5000 m/z 55.00 63.55%
125
29 153181208 250278306334 364392 437 488
m/z-> 0 55 160 1%0 260 250 300 350 460 4%0 '
Abundance #215904: Octacosanol I B B R s S
57 15.40 15.60 15.80 16.00 16.20
97 m/z 43.10 60.66%
5000
125
2? | ll}?3}81209236264292322 364392
LR AL LR DL UL LR L LR DL DL DL | TTTTTTTT T T T T T

m/z--> 0 50 100 150 200 250 300 350 400 450 15. 40 15. 60 15. 80 16. 00 16 20

8270-BF040820.M Tue Apr 21 06:31:12 2020 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120090.D

Aca On : 20 Apr 2020 20:56

Operator : MA/SJ

Sample : L2314-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 1,1,4a-Trimethyl-5,6-dimeth... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.85 9.38 ng 461238 Perylene-d12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1.4a-Trimethvl-5.6-dimethvlene... 204 C15H24 1000193-60-8 86
2 1H-3a.7-Methanoazulene. octahvdr... 204 C15H24 000508-55-4 64
3 1H-Cvcloproplelazulene. decahvdr... 204 C15H24 072747-25-2 62
4 1.3a-Ethano-3aH-indene. 1.2.3.6.... 204 C15H24 004545-68-0 55
5 Naphthalene, decahydro-4a-methyl... 204 C15H24 017066-67-0 52
Abundance Scan 2510 (16.850 min): BF120090.D (-2504) (-) m/z 204.10 100.00%
4
5000
16.60 16.80 17.00 17.20
m/z 55.00 65.85%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64407: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaphthalene
204
a1 91 133
5000 161 LI SN B SULIUR SR
69 16.60 16.80 17.00 17.20
l m/z 95.00 65.66%
|'||'|Il||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance
204
@ B 161 R AR SR SRR B
a1 16.60 16.80 17.00 17.20
5000 67 m/z 69.00 61.93%
mz-> 50 100 150 200 250 300 350 400
Abundance #64431: 1H-Cycloprop[e]azulene, decahydro-1,1,7-trimethyl-... L e e
41 161 16.60 16.80 17.00 17.20
6993 m/z 135.05 60.44%
5000
..lk‘.. .M.lluuuu ——— T A R
m/z--> 50 150 200 250 300 350 400 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120090.D

Aca On : 20 Apr 2020 20:56

Operator : MA/SJ

Sample : L2314-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 _.beta.-Sitosterol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.24 17.53 ng 861451 Perylene-d12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 70
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 60
3 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 50
4 Eraost-5-en-3-ol. (3.beta.)- 400 C28H480 004651-51-8 42
5 Ergost-7-en-3-ol 400 C28H480 116179-22-7 38

Abundance Scan 2576 (17.239 min): BF120090.D (-2570) (-) m/z 43.10 100.00%

48

5000 145

213
255 303 329 S

g5 381 414 17.00 17.20 17.40 17.60
m/z 55.00 66.82%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217433: .beta.-Sitosterol

5000

17.00 17.20 17.40 17.60
m/z 57.00 61.30%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance
43
e
17.00 17.20 17.40 17.60
5000 81 4107 m/z 107.00 50.82%
145 414
213 303 329
173 255 381
234 | 276 354
T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)- R REEEs e
43 17.00 17.20 17.40 17.60
m/z 105.00 46 .89%
5000 368
81 107 226
H\‘ M 213 247 275 301 414
m/z--> 0 150 200 250 300 350 400 17.00 17. 20 17. 40 17. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120090.D

Aca On : 20 Apr 2020 20:56

Operator : MA/SJ

Sample : L2314-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Hop-22(29)-en-3.beta.-ol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.00 13.06 ng 642008 Perylene-di12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hop-22(29)-en-3.beta.-ol 426 C30H500 058801-23-3 64
2 4.8-Methanoazulen-9-o0l. decahvdr... 222 C15H260 004586-22-5 53
3 Alloaromadendrene oxide-(2) 220 C15H240 1000156-12-7 22
4 2.2.4a.6a.8a.9.12b.14a-0Octamethv... 410 C30H50 053013-35-7 22
5 Cyclohexanol, 2-methylene-3-(1-m... 154 C10H180 054244-87-0 20
Abundance Scan 2705 (17.997 min): BF120090.D (-2699) (-) m/z 109.00 100.00%
5 81 109 189
135
5000 161
F18 289 333
237 312 | 395 410 17.60 17.80 18.00 18.20 18.40
m/z 55.00 96.79%
m/z--> 50 100 150 200 250 300 350 400
Abundance #221200: Hop-22(29)-en-3.beta.-ol

9

17.60 17.80 18.00 18.20 18.40
m/z 81.00 95.49%

5000

297 344 378 411

m/z--> 50 100 150 200 250 300 350 400
Abundance
109 135 189
43 IIIIIIIIIIIIIIIIIIIIII
17.60 17.80 18.00 18.20 18.40
5000 69 m/z 189.05 92.60%
222
163
A e o e e B LA B an I o

m/z--> 50 100 150 200 250 300 350 400
Abundance #77560: Alloaromadendrene oxide-(2) A B o
41 17.60 17.80 18.00 18.20 18.40

m/z 107.05 90.02%
91
5000
67
J 121 147 189
220

..HJ.{..,Lﬂmjiﬂﬂw:,....,....,....,....,... R e
m/z--> 50 100 150 200 250 300 350 400 17.60 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042020\
Data File : BF120090.D

Aca On : 20 Apr 2020 20:56

Operator : MA/SJ

Sample : L2314-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Stigmast-4-en-3-one Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
18.21 16.76 ng 823660  Perylene-d12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Stiomast-4-en-3-one 412 Co9H480 001058-61-3 99

2 Androst-4-en-3-one. 17-hvdroxv-.... 288 C19H2802 000604-39-7 70
3 Testosterone 288 C19H2802 000058-22-0 55
4 Androst-4-en-3-one. 17-hvdroxv-.... 288 C19H2802 000481-30-1 51
5 Thiophene-2-sulfonic acid, (3-fl... 271 C11H10FNO2S2 1000311-21-1 38
Abundance Scan 2741 (18.209 min): BF120090.D (-2732) (-) m/z 124.00 100.00%
4

5000

m/z--> 50 100 150 200 250 300 350 400
Abundance #216708: Stigmast-4-en-3-one

5000

17.80 18.00 18.20 18.40 18.60

m/z 43.05 63.47%

T I T T T
17.80 18.00 18.20 18.40 18.60

m/z 55.00 45_.71%

m/z-->
Abundance
124
R o R R E e e R
17.80 18.00 18.20 18.40 18.60
5000 m/z 229.15  44_.21%
288
91 147
174
LA A A o o e B e e e TN L e o o o B
m/z--> 50 100 150 200 250 300 350 400
Abundance #134630: Testosterone
124 17.80 18.00 18.20 18.40 18.60
288 m/z 57.00 41.28%
5000 246
a 79 147
203
WJ;N?ﬁnAN.M.,.w..,....,....,.. e
m/z--> 50 100 150 200 250 300 350 400 17.80 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF042020\
Data File : BF120090.D

Acq On : 20 Apr 2020 20:56

Operator : MA/SJ

Sample : L2314-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820._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]
n-Hexadecanoic acid 11.78 17.0 ng 1178180 4 11.24 1385700 20.0
Octadecanoic acid 12.56 9.0 ng 534370 5 13.88 1188200 20.0
unknownl3.26 13.26 6.5 ng 388665 5 13.88 1188200 20.0
Pentadecane 13.41 5.3 ng 312593 5 13.88 1188200 20.0
Heptafluorobutyri... 13.73 26.9 ng 1597990 5 13.88 1188200 20.0
unknownl14 .05 14.05 6.9 ng 409409 5 13.88 1188200 20.0
2,4-Difluorobenzo... 14.27 5.5 ng 329110 5 13.88 1188200 20.0
1-Docosene 14.37 38.8 ng 2304640 5 13.88 1188200 20.0
1,5-Bis(naphthale... 14.64 9.0 ng 440768 6 15.31 982973 20.0
1,6-Anhydro-2,3-0... 14.71 6.9 ng 339995 6 15.31 982973 20.0
9-Hexadecen-1-ol,... 14.80 14.4 ng 705947 6 15.31 982973 20.0
Octadecane, 2-met... 14.98 7.8 ng 382511 6 15.31 982973 20.0
1-Octadecanethiol 15.01 6.3 ng 310669 6 15.31 982973 20.0
Octadecanal 15.53 6.5 ng 317855 6 15.31 982973 20.0
unknown15.80 15.80 38.5 ng 1893210 6 15.31 982973 20.0
1,1,4a-Trimethyl-_.. 16.85 9.4 ng 461238 6 15.31 982973 20.0
-beta.-Sitosterol 17.24 17.5 ng 861451 6 15.31 982973 20.0
Hop-22(29)-en-3.b... 18.00 13.1 ng 642008 6 15.31 982973 20.0
Stigmast-4-en-3-one 18.21 16.8 ng 823660 6 15.31 982973 20.0
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