LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060220\
Data File : BF120486.D
Aca On 2 Jun 2020 11:18 Instrument :
Operator : JU/CG E?Afs el

- _ lentosampleld :
3?22'6 : L2792-07 NM107-COMP-2020-0-6
ALS Vial : 3 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-BF052820.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 1.916 3 5 11 rVB2 458402 552420 15.58% 1.265%
2 2.016 20 22 30 rvB3 25712 43035 1.21% 0.099%
3 2.099 30 36 44 rVB 1008286 1272040 35.87% 2.912%
4 5.122 541 550 558 rBV2 34766 96226 2.71% 0.220%
5 5.463 604 608 611 rBY 3053264 2827561 79.73% 6.473%
6 6.122 717 720 724 rVB 97256 81054 2.29% 0.186%
7 6.475 775 780 783 rBY 2888512 2917485 82.26% 6.679%
8 6.845 839 843 846 rBVY 1278545 1101877 31.07% 2.523%
9 6.998 865 869 872 rBVY 3068121 2616722 73.78% 5.991%
10 7.404 933 938 941 rBVY 2256793 1971610 55.59% 4.514%

11 8.122 1056 1060 1064 rBV 1505815 1387380 39.12% 3.176%
12 9.198 1239 1243 1246 rBV 4063439 3546537 100.00% 8.120%

13 9.316 1258 1263 1265 rBV2 82018 75984 2.14% 0.174%
14 9.539 1298 1301 1304 rBV2 103569 87208 2.46% 0.200%
15 9.592 1304 1310 1314 rVV 653234 541456 15.27% 1.240%
16 9.628 1314 1316 1319 rVB2 63212 51466 1.45% 0.118%
17 9.739 1330 1335 1339 rVvB2 62211 70121 1.98% 0.161%
18 9.881 1352 1359 1362 rBV 1847515 1821533 51.36% 4_.170%
19 9.910 1362 1364 1365 rVV 68055 54532 1.54% 0.125%
20 9.928 1365 1367 1370 rVB 87092 65676 1.85% 0.150%
21 10.081 1389 1393 1397 rBV 76952 79170 2.23% 0.181%
22 10.339 1433 1437 1441 rVB 83212 81854 2.31% 0.187%
23 10.428 1449 1452 1456 rVB 86790 74303 2.10% 0.170%
24 10.669 1488 1493 1496 rBV 2132460 1870972 52.75% 4.283%
25 10.745 1503 1506 1511 rBV3 45147 60462 1.70% 0.138%
26 11.028 1549 1554 1558 rVB3 112891 137666 3.88% 0.315%
27 11.169 1575 1578 1582 rVB 48712 43598 1.23% 0.100%
28 11.263 1591 1594 1599 rVB 52406 53252 1.50% 0.122%
29 11.310 1599 1602 1606 rBV 66258 71955 2.03% 0.165%

30 11.369 1606 1612 1614 rVV 1455338 1432532 40.39%% 3.280%

31 11.392 1614 1616 1619 rVV 826981 660610 18.63% 1.512%
32 11.439 1622 1624 1627 rVB 240809 177841 5.01% 0.407%
33 11.592 1645 1650 1653 rBV2 66243 100254 2.83% 0.230%
34 11.663 1659 1662 1666 rBV2 32696 47925 1.35% 0.110%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060220\
Data File : BF120486.D
Aca On 2 Jun 2020 11:18 Instrument :
Operator : JU/CG g?Afs el

- _ lentosampleld :
3?22'6 : L2792-07 NM107-COMP-2020-0-6
ALS Vial : 3 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-BF052820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.827 1685 1690 1693 rBV 226527 305696 8.62% 0.700%

36 11.863 1693 1696 1698 rVV3 255648 326631 9.21% 0.748%
37 11.892 1698 1701 1706 rVVv2 528545 632210 17.83% 1.447%
38 11.939 1707 1709 1712 rVvVv 83921 102859 2.90% 0.235%
39 11.980 1712 1716 1718 rVV2 207415 238704 6.73% 0.546%
40 11.998 1718 1719 1722 rVV 91687 85863 2.42% 0.197%

41 12.039 1722 1726 1729 rVV2 61070 120350 3.39% 0.276%
42 12.080 1729 1733 1739 rVV6 70034 141432 3.99% 0.324%

43 12.145 1741 1744 1745 rVV 81202 71054 2.00% 0.163%
44 12.163 1745 1747 1749 rVV 95837 82709 2.33% 0.189%
45 12.186 1749 1751 1754 rVB 67457 53776 1.52% 0.123%
46 12.416 1787 1790 1794 rBV 72709 91166 2.57% 0.209%
47 12.457 1794 1797 1799 rVVv2 59352 67572 1.91% 0.155%

48 12.498 1801 1804 1806 rVvv2 119119 134295 3.79% 0.307%
49 12.557 1810 1814 1815 rVV2 280672 240715 6.79% 0.551%
50 12.580 1815 1818 1821 rVB 1279419 1053473 29.70% 2.412%

51 12.622 1822 1825 1827 rBV2 41741 42032 1.19% 0.096%
52 12.674 1831 1834 1837 rBV2 60641 58352 1.65% 0.134%
53 12.810 1851 1857 1860 rBV 1019004 1009037 28.45% 2.310%
54 12.857 1863 1865 1869 rVB2 46429 45768 1.29% 0.105%

55 12.951 1877 1881 1884 rBV 3195601 2785700 78.55% 6.378%

56 13.033 1889 1895 1897 rBV3 97998 186292 5.25% 0.427%
57 13.092 1901 1905 1906 rVV3 85355 117760 3.32% 0.270%
58 13.133 1910 1912 1916 rVB 190704 184112 5.19% 0.422%

59 13.204 1922 1924 1926 rVB 123177 94280 2.66% 0.216%
60 13.239 1927 1930 1933 rVB2 100579 89362 2.52% 0.205%
61 13.333 1943 1946 1948 rVB 52244 45340 1.28% 0.104%
62 13.363 1949 1951 1955 rBV 63591 58967 1.66% 0.135%
63 13.639 1996 1998 2003 rVB 78945 85076 2.40% 0.195%
64 13.757 2014 2018 2020 rBV2 88764 109621 3.09% 0.251%
65 13.786 2020 2023 2025 rVV 85653 91035 2.57% 0.208%
66 13.804 2025 2026 2028 rVV 71841 67084 1.89% 0.154%

67 13.857 2031 2035 2041 rVB2 380663 491849 13.87% 1.126%
68 14.004 2053 2060 2063 rBV2 1522958 2193322 61.84% 5.021%
69 14.033 2063 2065 2073 rVvVv 581903 611619 17.25% 1.400%
70 14.110 2076 2078 2081 rBV 68331 56081 1.58% 0.128%

71 14.392 2118 2126 2129 rBV2 140294 311282 8.78% 0.713%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060220\

Data File : BF120486.D

Aca On 2 Jun 2020 11:18

Operator : JU/CG

3?22'6 i L2792-07 NM107-COMP-2020-0-6
ALS Vial : 3 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-BF052820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 14.474 2138 2140 2142 rBV 123789 124809 3.52% 0.286%
73 14.780 2190 2192 2196 rBV2 96613 102691 2.90% 0.235%
74 15.045 2233 2237 2240 rBV 436820 690364 19.47% 1.581%
75 15.115 2246 2249 2252 rBV 233215 255583 7.21% 0.585%

76 15.157 2252 2256 2265 rVB2 250361 431237 12.16% 0.987%
77 15.345 2284 2288 2293 rVB 271938 335048 9.45% 0.767%
78 15.404 2294 2298 2304 rVB 387090 454962 12.83% 1.042%
79 15.468 2304 2309 2312 rBV 959198 1205418 33.99% 2.760%
80 15.933 2384 2388 2394 rVB 353825 513835 14.49% 1.176%

81 16.921 2551 2556 2560 rBV2 156968 309076 8.71% 0.708%
82 17.104 2581 2587 2593 rBV2 320275 699293 19.72% 1.601%

Sum of corrected areas: 43679109
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060220\

Data File : BF120486.D

Aca On 2 Jun 2020 11:18

Operator : JU/CG

ﬁ?ggle i L2792-07 NM107-COMP-2020-0-6
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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: BF120486.D
4000000

5.46 7.00
3000000 6.47

7.40
2000000

6.85

1000000 2.10

.92

2. 5.12 6.12

o7

T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF120486.D
4000000 9|20

12.95

3000000

10.67
2000000 9.88

1000000

04 o o o " A . A A Vi A [ A o~
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: BF120486.D
4000000
3000000
2000000 14.00

1000000

O

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\HPCHEM1\BNA F\DATA\BF060220\

Data File : BF120486.D

Aca On 2 Jun 2020 11:18

Operator : JU/CG

ﬁ?ggle i L2792-07 NM107-COMP-2020-0-6
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 Cyclohexane Concentration Rank 4

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

1.92 10.03 ng 552420 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane 84 C6H12 000110-82-7 95
2 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 72
3 1-Hexene 84 C6H12 000592-41-6 59
4 2H-Pvran-2.6(3H)-dione. dihvdro-... 142 C7H1003 004160-82-1 53
5 2-Amino-oxazole 84 C3H4N20 004570-45-0 50

Abundance Scan 6 (1.922 min): BF120486.D (-3) (-) m/z 56.10 100.00%
96
84
41
5000
69
T e T T T T T T T T T
2.00 2.10 2.20 2.30
ot ol 4 93 109115 131 165 m/z 84.10 77.91%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #1455: Cyclohexane
%6 84
5000 a1
69 2.00 2.10 2.20 2.30
- ‘ m/z 41.10 55.66%
0 .|...:L.Slu‘l‘..‘i“..“.H‘lu‘kuul‘.‘...|....|....|....|...
m/z--> 0 20 40 60 80 100 120 140 160
Abundance
a0
2.00 2.10 2.20 2.30
5000 m/z 55.10 37 .50%
27 69 g4
15
L L B S UL L B L B /\\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #1453: 1-Hexene LI L B LB L R
4@ 56 2.00 2.10 2.20 2.30
27 m/z 69.10 29.72%
5000
84
69
0 'F"}?I""I""I""I""I""I""I""I"'
m/z--> 0 20 40 60 80 100 120 140 160 2.00 2.10 2.20 2.30
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060220\

Data File : BF120486.D

Aca On 2 Jun 2020 11:18

Operator : JU/CG

ﬁ?ggle i L2792-07 NM107-COMP-2020-0-6
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 Butane, 2-methoxy-2-methyl- Concentration Rank 2

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

2.10 23.09 ng 1272040 1,4-Dichlorobenzene-d4 6.85
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 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 27
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 36 (2.099 min): BF120486.D (-30) (-) m/z 73.10 100.00%
7B
5000 43
55 87 D 8
200 220 240
Ol et i S8 209 Tm/z 43.10  38.54Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 S U SR e
43 200 220 240
55 87 m/z 55.10 26.48%
29
0'“I”'W'“'P'“I”'W'”'P'“I”'?q'”l“'W'”'P'”I'”'P'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 N DL
200 220 240
5000 41 55 m/z 87.10 24 _75%
29
0 65 80 97 112 129
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1877: Acetamide, N-ethyl- LA AL LA A I R
30 200 220 240
m/z 41.05 12.48%
5000 43 87
15 72
0'“I”LI”M‘““fL”?%E%'“J“'P“H'”W”'W””I““I“” N S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 200 220 240
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060220\

Data File : BF120486.D

Aca On 2 Jun 2020 11:18

Operator : JU/CG

ﬁ?ggle i L2792-07 NM107-COMP-2020-0-6
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 cis-9-Hexadecenoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.83 4.27 ng 305696 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-9-Hexadecenoic acid 254 C16H3002 1000333-19-5 93
2 Hexadecenoic acid. Z-11- 254 C16H3002 002416-20-8 91
3 Palmitoleic acid 254 C16H3002 000373-49-9 91
4 Z-7-Tetradecenoic acid 226 C14H2602 1000130-98-4 87
5 Oxacyclotridecan-2-one 198 C12H2202 000947-05-7 78
Abundance Scan 1690 (11.827 min): BF120486.D (-1685) (-) m/z 55.10 100.00%

5000

1
124137 152165 19194597 236 11.60 11.80 12.00 12.20

0 m/z 69.05 71.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105678: cis-9-Hexadecenoic acid
55
41 69
5000 83 IR LS SURNLLE B B

11:60 11.80 12.00 12.20
m/z 41.05 66.98%

236

24
oy L W Loy e85 179 194207221 77 254
miz--> 40 60 80 100 120 140 160 180 200 220 240
Abundance
41 95
s T
11.60 11.80 12.00 12.20
5000 69 m/z 83.10 49.21%
83
111
o 124138152165179192 218 236 254
L LNt WS e B
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105669: Palmitoleic acid L B o B e
55 o9 11.60 11.80 12.00 12.20
m/z 43.10 46.52%
83
5000 97
4 124 23
0 ] ‘\ 1 152165179192 207 29
. e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 11,60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060220\

Data File : BF120486.D

Aca On 2 Jun 2020 11:18

Operator : JU/CG

ﬁ?ggle i L2792-07 NM107-COMP-2020-0-6
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 Anthracene, 1l-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.86 4.56 ng 326631 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 1-methvl- 192 C15H12 000610-48-0 96
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 96
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 96
4 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 96
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 95
Abundance Scan 1696 (11.863 min): BF120486.D (-1693) (-) m/z 192.10 100.00%
192
5000 55
69 g3 96 1
111123 137 151 11.60 11.80 12.00 12.20
0 m/z 191.10 60.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54732: Anthracene, 1-methyl-
192
5000
11.60 11.80 12.00 12.20
83 g5 m/z 55.10 37.43%
1527 3951 70 | | 115127139152 J 177 ‘H
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240
Abundance
192
11,60 11.80 12.00 12,20
5000 m/z 189.00 34.77%
04 165
ol 27 39 51 63 82 115127139152 177
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54734: Anthracene, 2-methyl- T M AR
192 11.60 11.80 12.00 12.20
m/z 41.10 20.54%
5000
96 165
o 63 8 | 115 13913 ) WM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 1160 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060220\

Data File : BF120486.D

Aca On 2 Jun 2020 11:18

Operator : JU/CG

ﬁ?ggle i L2792-07 NM107-COMP-2020-0-6
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 5
R.T. EstConc Area Relative to ISTD R.T.
11.89 8.83 ng 632210 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 46
3 Pentadecanoic acid 242 C15H3002 001002-84-2 38
4 Anthracene. l-methvl- 192 C15H12 000610-48-0 38
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 38
Abundance Scan 1701 (11.892 min): BF120486.D (-1698) (-) m/z 192.10 100.00%
43 3 192 q
5000
11.60 11.80 12.00 12.20
(o} m/z 73.00 95.62%
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 L I BN BN R
nmnmnmnm
m/z 43.05 88.06%
ﬂji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
192
11,60 11.80 12.00 12.20
5000 m/z 60.00 78.56%
96 165
. 63 83 115 139152
m/z--> 25 Jo eb éo 160 150 140 160 180 200 220 250 2éo
Abundance #95851: Pentadecanoic acid R D
43 60 73 11.60 11.80 12.00 12.20
m/z 55.00 70.37%
5000 129
29
143157171185199 242
015 R EEREE mm s
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\HPCHEM1\BNA F\DATA\BF060220\

Data File : BF120486.D

Aca On 2 Jun 2020 11:18

Operator : JU/CG

ﬁ?ggle i L2792-07 NM107-COMP-2020-0-6
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
11.98 3.33 ng 238704 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 81
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 72
3 Thiophene-3-carboxaldehvde. 5-ch... 190 C5H4BCI103S 036155-87-0 52
4 2.3.5.6-Tetramethvlterephthalald... 190 C12H1402 007072-01-7 50
5 2,2"-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 45

Abundance Scan 1716 (11.980 min): BF120486.D (-1712) (-) m/z 190.05 100.00%
190
5000
94
63 81 163 11.60 11.80 12.00 12.20
ol 20 L .'|. 113126 139190 7" 177 Il 203 218 | Tn/77189.00  95.74%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190
5000
o4 11.60 11.80 12.00 12.20
m/z 192.05 34 .85%
oL 27 3050 63 8L | 110122 137 150 163 178 |
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
189
11.60 11.80 12.00 12.20
5000 m/z 191.10 32.72%
94
81 163
S L S L S WL B WL B WL B

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53266: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydroxyboryl

45 190 11.60 11.80 12.00 12.20

146 m/z 94.50 22 .23%
5000 82
117
57
ARERCAREN Dk

oL ?#,....,....,..9?.,%qm..,.{39.,....,. — ‘.‘.,.. R L R

mz-> 20 40 60 80 100 120 140 160 180 200 220 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060220\

Data File : BF120486.D

Aca On 2 Jun 2020 11:18

Operator : JU/CG

ﬁ?ggle i L2792-07 NM107-COMP-2020-0-6
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 Heptadecyl heptafluorobutyrate Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.86 4_.48 ng 491849 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 93
2 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 90
3 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 90
4 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 90
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 90

Abundance Scan 2036 (13.863 min): BF120486.D (-2031) (-) m/z 57.05 100.00%
5000 “ l 111 JNVVAN~__,AA_JKN//V“\WJ\m~wJ/
U DU BN SURIUR SR
139 13.60 13.80 14.00 14.20
181 27230
ol ,.‘.-.‘.‘,J. Ao 207 b0 e m/z 55.10 91.25%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227400: Heptadecy! heptafluorobutyrate
57
5000 L UL SR UL I
111 13.60 13.80 14.00 14.20
29 m/z 83.05 89.40%
OI\‘IMIw “‘ “ ‘\ \‘\ \‘\ } ‘?-6|9|||2]|-0|?3‘|8|||2|8?|||||||||||||4|3|4||
m/z--> 50 200 250 300 350 400 450
Abundance
57
o1 UL BURUSR BUN SURIUR SR
13.60 13.80 14.00 14.20
5000 m/z 43.10 88.80%
125
29
o 153 182 224 252 297 398
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #230207: Heptafluorobutyric acid, n-octadecyl ester R REEmEmEm e
57 13.60 13.80 14.00 14.20
97 m/z 97.10 79.21%
5000
125
29
oL d Al l L 1010622252 a7 448
m/z--> 50 100 150 200 250 300 350 400 450 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060220\

Data File : BF120486.D

Aca On 2 Jun 2020 11:18

Operator : JU/CG

ﬁ?ggle i L2792-07 NM107-COMP-2020-0-6
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 Triphenylene, 2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.39 2.84 ng 311282 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triphenvlene. 2-methvl- 242 C19H14 001705-84-6 96
2 Benzlalanthracene. 12-methvl- 242 C19H14 002422-79-9 96
3 Chrvsene. l1-methvl- 242 C19H14 003351-28-8 94
4 Benzlalanthracene. 7-methvl- 242 C19H14 002541-69-7 94
5 Chrysene, 6-methyl- 242 C19H14 001705-85-7 93

Abundance Scan 2126 (14.392 min): BF120486.D (-2118) (-) m/z 242.10 100.00%

242

5000
57 120
85 215 14.00 14.20 14.40 14.60 14.80
3 151 187
ol 102 169 270 300 325 353 m/z 241.10 29_80%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #96045: Triphenylene, 2-methyl-
242
5000

14.00 14.20 14.40 14.60 14.80
m/z 239.10 26.81%

44 63 87105 1139 163 187 215 M

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
242
14.00 14.20 14.40 14.60 14.80
5000 m/z 243.05 22.56%

120
39 63 87 139 163 187 215

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #96037: Chrysene, 1-methyl- A e R R Eam oo
242 14.00 14.20 14.40 14.60 14.80
m/z 57.10 13.66%
5000
120
0 63 | 139 163 187 215 J
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14. 00 14. 20 14. 40 14 60 14. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060220\

Data File : BF120486.D

Aca On 2 Jun 2020 11:18

Operator : JU/CG

ﬁ?ggle i L2792-07 NM107-COMP-2020-0-6
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 Cyclotetracosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.16 7.15 ng 431237 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetracosane 336 C24H48 000297-03-0 96
2 E-7-Octadecene 252 C18H36 1000130-92-0 94
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 1-Heneicosanol 312 C21H440 015594-90-8 83
Abundance Scan 2257 (15.163 min): BF120486.D (-2252) (-) m/z 57.10 100.00%
g7 83
T i 1760 15,00 15,20 1540
167 207 374 : : : :
NI N O O e fl'.2.7.6. 3838 _SH A2 Tz 83.10  90.62%
m/z--> 50 100 150 200 250 300 350 400
Abundance #174180: Cyclotetracosane
55 83
5000 111 336 N SRR SRR UL BRI B
14.80 15.00 15.20 15.40
29 m/z 97.10 86.98%
139
o) \\‘I i I\‘ L “:‘ b “ \“\ “ ‘\ Ihlwh7 \]:gls ‘32|22|‘|2|51|‘|27|9| |30I8I : ‘: A
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
69 LRI U S B
97 14.80 15.00 15.20 15.40
5000 m/z 55.10 80.01%
s i Mmﬂxx~xuwpkjJ\*”\wamy\wumw
0 154 182 224
m/z--> 50 100 150 200 250 300 350 400
Abundance #166292: Behenic alcohol R AR EEEEE T
55 83 14.80 15.00 15.20 15.40
m/z 69.10 71.09%
- i M/\‘AJ\//\}\’\/\W
29
oL L L hl L L1391167 196 224 252 280 308
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060220\

Data File : BF120486.D

Aca On 2 Jun 2020 11:18

Operator : JU/CG

ﬁ?ggle i L2792-07 NM107-COMP-2020-0-6
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 Benzo[e]pyrene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.34 5.56 ng 335048 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 96
3 Pervlene 252 C20H12 000198-55-0 95
4 Benzoli1fluoranthene 252 C20H12 000205-82-3 94
5 Benzo[a]pyrene 252 C20H12 000050-32-8 93
Abundance Scan 2287 (15.339 min): BF120486.D (-2284) (-) m/z 252.05 100.00%
252
5000
125 15.00 15.20 15.40 15.60
224 : - : :
ol 38 78 99, | 152174108 224 | 275004 326346369 m/z 250.10  30.19%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
252
5000

15.00 15.20 15.40 15.60
m/z 253.10 21.20%

125
50 74 99, | 146 174 200 224

o-——r—7 e
m/z--> 50 100 150 200 250 300 350
Abundance
252
R e RRREEREEES
15.00 15.20 15.40 15.60
5000 m/z 125.00 15.43%
126
0 39 74 100 150 174 200 224
— T T T T T —
m/z--> 50 100 150 200 250 300 350
Abundance #104214: Perylene IR B
252 15.00 15.20 15.40 15.60
m/z 126.00 12_.06%
5000
125
oL17. 39 74 99 , ﬂ 150 174 200 224
T T T e e R e R RREEE R
m/z--> 50 100 150 200 250 300 350 15. 00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060220\

Data File : BF120486.D

Aca On 2 Jun 2020 11:18

Operator : JU/CG

ﬁ?ggle i L2792-07 NM107-COMP-2020-0-6
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 12 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.93 8.53 ng 513835 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Docosane. 11-butvl- 366 C26H54 013475-76-8 94
3 Tetracosane 338 C24H50 000646-31-1 94
4 Heneicosane. 1ll-pentvl- 366 C26H54 014739-72-1 94
5 Pentacosane 352 C25H52 000629-99-2 91
Abundance Scan 2387 (15.927 min): BF120486.D (-2384) (-) m/z 57.10 100.00%
57
i JJW
5000
| “1}3 141 169 107 225 254 280 321343367387 15,60 15.80 16,00 16.20 _
Ol L R e m/z 71.10 72.61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 L UL SRR B SURRS
15. 60 15. 80 16. oo 16.20
m/z 43.10 61.03%
29 113
oL L1 a4 160 107 225 553 206
m/z--> 55 160 1éo 260 2%0 360 3%0 400
Abundance
57
15,60 15.80 16.00 16.20
5000 85 m/z 85.10 53.53%
oL 37 13 141 169 210 239 267 309 336 366
m/z--> 55 160 1éo 200 250 300 350 400
Abundance #175556: Tetracosane R T
57 15.60 15.80 16.00 16.20
m/z 55.05 21.27%
85
5000
29
. P 1) 13,241 160 197 225 253 281 309 338
R D" D" A A 15,60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060220\

Data File : BF120486.D

Aca On 2 Jun 2020 11:18

Operator : JU/CG

ﬁ?ggle i L2792-07 NM107-COMP-2020-0-6
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 1,2,4,8-Tetramethylbicyclo[... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
17.10 11.60 ng 699293 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.4.8-Tetramethvlbicvclol6.3.0... 204 C15H24 137235-51-9 78
2 1H-3a.7-Methanoazulene. 2.3.6.7.... 204 C15H24 000560-32-7 46
3 Guaia-3.9-diene 204 C15H24 000489-83-8 46
4 1.4-Dimethvl-8-isopropvlidenetri... 204 C15H24 1000140-07-7 46
5 Farnesyl bromide 284 C15H25Br 006874-67-5 45

Abundance Scan 2586 (17.098 min): BF120486.D (-2581) (-) m/z 204.20 100.00%
204 278
5000
RN IR BN B
340363 393 425 16.80 17.00 17.20 17.40
o} m/z 278.10 84 .06%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64400: l,2,4,8—Tetram%thylbicycIo[6.3.0]undeca—2,4—diene
204
108
5000 133 161 16.80 17.00 17.20 17.40
g m/z 135.05 69.25%
0! .1.|..\..|....|....|....|....|....|
m/z--> 50 100 150 200 250 300 350 400
Abundance
93 135
" 16.80 17.00 17.20 17.40
5000 m/z 121.10 53.36%
161 204
69
L L L WL UL B L WL S
m/z--> 50 100 150 200 250 300 350 400
Abundance #64297: Guaia-3,9-diene R R e R
105 135161 50, 16.80 17.00 17.20 17.40
m/z 133.05 52.87%
41
5000
T \’\4\/\/JJ\’\/\MJ\V
0 Iu'“'H'lli"'\'lI{IIII T rTrTTT T T T T T T AR AR AR A
m/z--> 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40

8270-BF052820.M Wed Jun 03 06:13:29 2020
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF060220\

Data File : BF120486.D

Acq On 2 Jun 2020 11:18

Operator : JU/CG

3?22'6 i L.2792-07 NM107-COMP-2020-0-6
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF052820_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]
Cyclohexane 1.92 10.0 ng 552420 1 6.85 1101880 20.0
Butane, 2-methoxy... 2.10 23.1 ng 1272040 1 6.85 1101880 20.0
cis-9-Hexadecenoi... 11.83 4.3 ng 305696 4 11.37 1432530 20.0
Anthracene, l1-met... 11.86 4.6 ng 326631 4 11.37 1432530 20.0
n-Hexadecanoic acid 11.89 8.8 ng 632210 4 11.37 1432530 20.0
4H-Cyclopenta[def... 11.98 3.3 ng 238704 4 11.37 1432530 20.0
Heptadecyl heptaf... 13.86 4.5 ng 491849 5 14.01 2193320 20.0
Triphenylene, 2-m... 14.39 2.8 ng 311282 5 14.01 2193320 20.0
Cyclotetracosane 15.16 7.2 ng 431237 6 15.47 1205420 20.0
Benzo[e]pyrene 15.34 5.6 ng 335048 6 15.47 1205420 20.0
Heneicosane 15.93 8.5 ng 513835 6 15.47 1205420 20.0
1,2,4,8-Tetrameth... 17.10 11.6 ng 699293 6 15.47 1205420 20.0
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