LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123669.D

Acqg On : 21 Apr 2021 16:13 Instrument :
Operator : JU/CG BNA_F

Sample : M2077-05 ClientSampleld :
Misc : SB-20-14.5-15.0-DUP

ALS Vvial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123669.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.469 571 575 586 rBV 5751896 4927801 92.28% 5.996%
2 6.481 743 747 758 rBV 5165912 5034225 94.27% 6.125%
3 6.851 806 810 813 rBV 1546017 1325862 24.83% 1.613%
4 6.928 821 823 826 rvB 111140 78559  1.47%  0.096%
5 7.028 837 840 844 rVB 725032 626494 11.73% 0.762%
6 7.410 901 905 908 rBV 3983663 3210063 60.11% 3.906%
7 7.498 916 920 924 rBV2 61923 61989 1.16% ©.075%
8 7.551 924 929 932 rBV 108266 131901 2.47% 0.160%
9 7.869 976 983 989 rBv4 99428 141996 2.66% 0.173%
10 8.134 1024 1028 1030 rBV 2114054 1730638 32.41% 2.106%
11  8.157 1030 1032 1035 rVV 1452750 1069570 20.03% 1.301%
12 8.204 1037 1040 1046 rVB 177913 156945 2.94% 0.191%
13 8.851 1146 1150 1153 rBV 1804450 1524575 28.55% 1.855%
14  8.898 1155 1158 1162 rVV 160996 152505 2.86% 0.186%
15 8.945 1162 1166 1170 rVB 1112430 941634 17.63% 1.146%
16 9.210 1207 1211 1215 rBV 5307782 4717335 88.34% 5.740%
17 9.310 1226 1228 1233 rVB 303685 252327 4.73% 0.307%
18 9.410 1242 1245 1250 rVB 106035 111516 2.09% 0.136%
19 9.481 1250 1257 1260 rBV 223718 324168 6.07% 0.394%
20 9.551 1264 1269 1271 rBV 340063 350951 6.57% 0.427%
21  9.575 1271 1273 1276 rVB 191572 156720 2.93% 0.191%
22 9.604 1276 1278 1282 rBV 208065 159488 2.99% 0.194%
23 9.669 1284 1289 1291 rBV2 112762 131386 2.46% 0.160%
24  9.751 1298 1303 1307 rVB2 124179 156250 2.93% 0.190%
25 9.892 1324 1327 1330 rVB 2149323 1634670 30.61% 1.989%
26 9.928 1330 1333 1336 rVB 1451678 1190477 22.29% 1.449%
27  9.957 1336 1338 1342 rVB 81456 57574 1.08% 0.070%
28 10.051 1349 1354 1356 rBV3 81251 93512 1.75% 0.114%
29 10.098 1358 1362 1365 rVB 1236333 998345 18.69% 1.215%
30 10.133 1366 1368 1372 rVB 92031 77686  1.45%  ©.095%
31 10.210 1375 1381 1384 rBV3 89176 124005 2.32% 0.151%
32 10.239 1384 1386 1393 rVB4 71609 84664 1.59% 0.103%
33 10.298 1393 1396 1398 rBV2 70980 81560 1.53% 0.099%
34 10.322 1398 1400 1407 rVB5 54174 69118 1.29% ©0.084%
35 10.439 1417 1420 1425 rVB 1623617 1356400 25.40% 1.650%
36 10.492 1425 1429 1430 rBV 84863 92520 1.73% 0.113%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123669.D

Acqg On : 21 Apr 2021 16:13 Instrument :
Operator : JU/CG BNA_F

Sample : M2077-05 ClientSampleld :
Misc : SB-20-14.5-15.0-DUP

ALS Vvial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 10.510 1430 1432 1433 rVW 167355 153248 2.87% ©.186%
38 10.528 1433 1435 1437 rVV 245064 212730 3.98% ©.259%
39 10.557 1437 1446 1441 rVV2 126728 145231 2.72%  0.177%
40 10.575 1441 1443 1445 rVV2 160300 162527 3.04% 0.198%
41 10.598 1445 1447 1451 rVB 357484 279680 5.24%  ©.340%
42 10.645 1451 1455 1457 rBV 81174 93806 1.76% 0.114%
43 10.681 1457 1461 1465 rVV 3754309 3432361 64.27% 4.176%
44 10.716 1465 1467 1472 rVB3 85818 117472 2.20% ©.143%
45 10.792 1475 1480 1486 rBV5 76585 143822 2.69% ©.175%
46 10.875 1490 1494 1497 rBV2 68575 84351 1.58% ©.103%
47 10.969 1505 1510 1511 rBV3 124607 164992 3.09% 0.201%
48 10.992 1511 1514 1516 rVB2 182468 192146 3.60% ©0.234%
49 11.075 1525 1528 1530 rVB2 79674 64752 1.21% 0.079%
50 11.116 1530 1535 1536 rBv4 80873 89166 1.67% ©.108%
51 11.133 1536 1538 1541 rVB2 114834 128389 2.40% ©.156%
52 11.233 1551 1555 1558 rBV2 95317 154897 2.90% 0.188%
53 11.275 1558 1562 1568 rVB2 383638 452651 8.48% ©.551%
54 11.380 1577 1586 1582 rBV 1755977 1620320 30.34% 1.972%
55 11.410 1582 1585 1588 rVV 4077932 3369136 63.09%  4.099%
56 11.457 1588 1593 1596 rVB 515843 535524 10.03% 0.652%
57 11.492 1596 1599 1602 rBV 193077 177332 3.32% 0.216%
58 11.610 1613 1619 1622 rBV3 407232 554571 10.38% ©.675%
59 11.680 1628 1631 1634 rBV2 102637 103726 1.94% 0.126%
60 11.716 1634 1637 1642 rVV6 51696 70467 1.32% ©.086%
61 11.886 1663 1666 1668 rBV 315714 236703  4.43%  ©.288%
62 11.916 1668 1671 1674 rVB 455460 398479 7.46%  0.485%
63 11.963 1676 1679 1681 rVB 130224 118802 2.22% 0.145%
64 11.998 1681 1685 1688 rBvV2 607338 621751 11.64% ©.757%
65 12.022 1688 1689 1691 rVB 142575 72633 1.36% ©.088%
66 12.092 1698 1701 1704 rBV4 78325 103284 1.93% 0.126%
67 12.180 1713 1716 1719 rBV 204565 191736 3.59% ©0.233%
68 12.610 1785 1789 1792 rBV 1893207 1611553 30.18% 1.961%
69 12.645 1792 1795 1797 rVV2 295454 247085 4.63% 0.301%
70 12.827 1821 1826 1829 rBV2 1212023 1324011 24.79% 1.611%
71 12.974 1847 1851 1854 rVB 3883933 3543013 66.35% 4.311%
72 13.157 1879 1882 1885 rVB 212109 201481 3.77%  0.245%
73 13.204 1888 1890 1891 rVW2 99546 77972 1.46% ©.095%
74 13.222 1891 1893 1896 rVB 209768 172401 3.23% 0.210%
75 13.551 1947 1949 1954 rVB 103007 96012 1.80% ©.117%

76 13.880 2002 2005 2007 rBV 170785 158810 2.97% ©.193%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123669.D

Acqg On : 21 Apr 2021 16:13

Operator : JU/CG

Sample : M2077-05 :
Misc : SB-20-14.5-15.0-DUP

ALS Vvial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
77 13.910 2007 2010 2023 rVB6 155370 425638 7.97% 0.518%
78 14.027 2025 2030 2033 rVV2 1488621 1572024 29.44%  1.913%
79 14.051 2033 2034 2037 rVB 256369 161310 3.02% 0.196%
80 14.133 2046 2048 2052 rVB2 78598 59938 1.12% 0.073%
81 14.198 2056 2059 2061 rVvV 86763 79266 1.48% ©.096%
82 14.321 2076 2080 2083 rBV 890863 840019 15.73% 1.022%
83 14.504 2108 2111 2115 rVB 257234 238200 4.46%  0.290%
84 14.816 2161 2164 2169 rVB 97008 101323 1.90% ©.123%
85 14.963 2185 2189 2198 rVB 1493023 1519433 28.45%  1.849%
86 15.074 2205 2208 2211 rBV2 161533 223698 4.19% 0.272%
87 15.157 2219 2222 2225 rBV 249792 262458 4.91% ©.319%
88 15.380 2257 2260 2266 rVB2 107523 161084 3.02% ©.196%
89 15.439 2267 2270 2277 rVB 143543 195074 3.65% 0.237%
90 15.510 2277 2282 2286 rBV 1023195 1293486 24.22% 1.574%
91 15.751 2318 2323 2332 rVB 818181 1098781 20.58% 1.337%
92 15.986 2359 2363 2370 rVB 419381 630501 11.81% 0.767%
93 16.804 2496 2502 2512 rBV2 575529 1103597 20.67% 1.343%
94 17.651 2638 2646 2664 rBvV2 321401 1683508 31.52%  2.048%
95 17.821 2669 2675 2688 rVB4 518717 1298619 24.32%  1.580%
96 18.004 2700 2706 2714 rVB4 363873 837037 15.67% 1.018%
97 18.186 2728 2737 2758 rVB5 1390704 5035617 94.30% 6.127%
98 18.474 2775 2786 2803 rBV5 388234 2576614 48.25%  3.135%
99 18.709 2814 2826 2838 rVB2 1651202 5340249 100.00% 6.498%
100 18.939 2858 2865 2870 rBV9 166239 434927 8.14% ©.529%

Sum of corrected areas: 82186853
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 21 Apr 2021 16:13
: M2077-05

11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042121\
BF123669.D

Ju/CaG

SB-20-14.5-15.0-DUP

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

0

TIC: BF123669.D\data.ms
5.469
6.481

7.410

6.851

7.028

.92 74881

Time-->
Abundance

5000000

4000000

3000000

2000000

1000000

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
TIC: BF123669.D\data.ms

9.210

10.681

8.134
8.851

.945

204 898

7.869

0
Time-->
Abundance

5000000

4000000

3000000

2000000

1000000

Time-->

8270-BF041521

VAN A NIVNSN .
e — T
10.00 10.50 11.00 11.50
TIC: BF123669.D\data.ms

T T —— — —
8.00 8.50 9.00 12.00 12.50 13.00

18.709

14.963

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123669.D

Acqg On : 21 Apr 2021 16:13

Operator : JU/CG

Sample : M2077-05 :
Misc : SB-20-14.5-15.0-DUP

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Indane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
7.028 9.45 ng 626494  1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 94
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 83
3 (Z)-1-Phenylpropene 118 C9H10 000766-90-5 74
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 72
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 72
Abundance Scan 840 (7.028 min): BF123669.D\data.ms (-837) (-) m/z 117.10 100.00%
1171
5000
91.0 \\\\‘\\\\’\\\\‘\\\\‘\\\
39.0 63.0 770 ‘ 6.80 7.00 7.20 7.40
Ol et b bl 2QAL UL myz 118,10 54.58%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #8948: Indane
11y7.0
5000 L L I L LI LN L
6.80 7.00 7.20 7.40
m/z 115.00 34.78%
3909 580 91.0
OH‘HH’\H‘\’\H\"\H\i‘\\\‘!H‘\‘H‘\7\7{‘0\\\\“‘\\\\1‘9\4\.\0‘\\!\“\H\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #8967: Benzene, cyclopropyl-
117.0
U | GRS
6.80 7.00 7.20 7.40
5000 91.0 m/z 91.e0 17.30%
51.0 65.0 78.0
4 MY SO M .. |
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #8954: (Z)-1-Phenylpropene A RREERSERECE SR S
117.0 6.80 7.00 7.20 7.40
m/z 39.00 10.70%
5000
91.0
51.0 @50
~ 78.0
0‘W‘H‘M?n?u‘m‘u‘w‘ﬂVmLW‘MH_‘mhm‘ﬁQﬁp_HJ_‘u‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123669.D

Acqg On : 21 Apr 2021 16:13

Operator : JU/CG

Sample : M2077-05 :
Misc : SB-20-14.5-15.0-DUP

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Naphthalene, 2,7-dimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.481 3.97 ng 324168  Acenaphthene-d10 9.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 95
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 95
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 94

Abundance Scan 1257 (9.481 min): BF123669.D\data.ms (-1250) (-) m/z 156.05 100.00%

156.1
5000
115.0
51.0 7.0 ‘ 2 L, 1741 9.20 9.40 9.60 9.80
0“””““““‘; M“\u‘w‘““wm‘m‘c“:‘lf?u(i“‘m‘“““‘Hf“ m/z 141.05 72.59%
m/z--> 20 40 60 80 100 120 140 160
Abundance #28480: Naphthalene, 2,7-dimethyl-
156.0
5000
9.20 9.40 9.60 9.80
270 m/z 155.10 34.94%
. 128.0
270 510
(O T \‘\ T \“ T \“\ T “H T \‘L‘L‘ \‘\‘\]\-c‘)?\.(\)\‘\ T \“!‘\ \‘i‘\ \‘w‘ (I e |
m/z--> 20 40 60 80 100 120 140 160
Abundance #28493: Naphthalene, 1,7-dimethyl-
156.0
9.20 9.40 9.60 9.80
5000 m/z 115.00 16.82%
280 >0 71'0 11\5.0 b
\‘\\\\‘\\‘\\‘\\\‘\“\\‘\\‘\\\\‘\‘\\\‘\\‘\‘\\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #28501: Naphthalene, 1,6-dimethyl- R REREEat RO
156.0 9.20 9.40 9.60 9.80
m/z 128.00 14.20%
5000
115.0
0 28.0 49.0 69.0 97.0 | 1380
T e e e I Ramma
m/z--> 20 40 60 80 100 120 140 160 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123669.D

Acqg On : 21 Apr 2021 16:13
Operator : JU/CG

Sample : M2077-05

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Naphthalene, 1,4-dimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.551 4.29 ng 350951  Acenaphthene-d10 9.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 95

Abundance Scan 1269 (9.551 min): BF123669.D\data.ms (-1264) (-) m/z 156.05 100.00%
156.1

- Ub\ Jk
115.0 ANEVLSAS NI
510 7.0 - ‘ | 1391 | ‘ 9.50
Ol sl wk‘u 32 el ‘U‘ i e m/z 141.05  83.69%
miz--> 20 40 60 80 100 120 140 160
Abundance #28498: Naphthalene, 1,4-dimethyl-
156.0
5000 A% M ‘
9.50
115.0 m/z 157.10  26.69%
0 ‘2\7\.0\\ T \5\1\.(\)‘ i \\77‘.‘0\ \9\4\0’ T \‘1 T \‘!‘ \:L\S‘i‘\()\ ‘H‘ " T
miz--> 20 40 60 80 100 120 140 160
Abundance #28485: Naphthalene, 2,3-dimethyl-
156.0
Lo sl
9.50
5000 ITI/Z 155.10 24.29%
6.0 115.0
51.0 . 139.0
NI Y )
m/z--> 20 40 60 80 100 120 140 160 ﬂ j\ﬂk A\
Abundance #28479: Naphthalene, 1,3-dimethyl- p—r—rh ‘/t\‘ ‘ ‘
141.0 9.50
m/z 115.00 21.16%
5000
115.0 15470
76.0 S
51.0
o220 B0 T smo | U AN
m/z--> 20 40 60 80 100 120 140 160 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123669.D

Acqg On : 21 Apr 2021 16:13

Operator : JU/CG

Sample : M2077-05 :
Misc : SB-20-14.5-15.0-DUP

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Dibenzothiophene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.275 5.59 ng 452651  Phenanthrene-d10 11.381
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzothiophene 184 C12H8S 000132-65-0 95
2 Naphtho[2,1-b]thiophene 184 C12H8S 000233-02-3 94
3 Naphtho[1,2-b]thiophene 184 C12H8S 000234-41-3 91
4 Naphtho[2,3-b]thiophene 184 C12H8S 000268-77-9 87
5 Azuleno(2,1-b)thiophene 184 C12H8S 000248-13-5 80

Abundance Scan 1562 (11.275 min): BF123669.D\data.ms (-1558) (1  m/z 184.00 100.00%
184.0

5000
1301 oo e
92.0 : :
39.0 630 115.0
oHu""‘phuuu‘_u“lu"""H‘HLH%Lﬁ‘lpw‘hw“2‘??’:7‘ m/z 139.65  18.50%
miz--> 40 60 80 100 120 140 160 180 200 220
Abundance #48782: Dibenzothiophene
184.0
5000 Do T
11.00 11.50

m/z 185.00  15.81%

20 139.0
390 690, \. 140 | | !
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #48784: Naphtho[2,1-b]thiophene
184.0

o

11.00 11.50
5000 m/z 159.00 11.34%
139.0
92.0
R e e e T R RS R R
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #48786: Naphtho[1,2-b]thiophene
184.0 11 00 1l 50

m/z 152.05 9.81%

5000
139.0
ol 450 690,929 1140 | |

m/z--> 40 60 80 100 120 140 160 180 200 220 11.00 11 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123669.D

Acqg On : 21 Apr 2021 16:13

Operator : JU/CG

Sample : M2077-05 :
Misc : SB-20-14.5-15.0-DUP

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 G5H-Dibenzo[a,d]cycloheptene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.916 4.92 ng 398479  Phenanthrene-d10 11.381
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5H-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 94
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 93
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 89
Abundance Scan 1671 (11.916 min): BF123669.D\data.ms (-1668) (1  m/z 192.05 100.00%
192.1
5000 Um/
—
43.0 73.0 165.0 ‘ 12.00
129.1
Olrrrrrr ol b AREAIZIL L L MH‘ 22l 25T myz 191,10 60.29%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #54757: 5H-Dibenzo[a,d]cycloheptene
192.0
5000
12.00
060 165.0 m/z 189.05  27.49%
O 28\\0\ \63\"9‘ T ‘ 26 | 4 h“ 4 HH
\H‘H\\‘\H\‘\\H‘H\\‘HH‘HH‘HH‘HH‘H \‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #54732: Anthracene, 1-methyl-
192.0
Pl
12.00
5000 m/z 193.05 17.31%
83.0 165.0
PV =N G
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #54746: Phenanthrene, 1-methyl- Aerpr, o
192.0 12.00
m/z 190.10  14.26%
5000
165.0
0 27‘0‘ 630 9(%0 126Q \ h‘\ L HH
e e e e e Pl
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123669.D

Acqg On : 21 Apr 2021 16:13

Operator : JU/CG

Sample : M2077-05 :
Misc : SB-20-14.5-15.0-DUP

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 4H-Cyclopenta[def]phenanthrene Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
11.998 7.67 ng 621751  Phenanthrene-die 11.381
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 94
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 56
3 Methyl diselenide 190 C2H6Se2 007101-31-7 49
4 2,2"'-Bis(4,5-dimethylimidazole) 190 C1OH14N4 069286-06-2 45
5 1,4-Naphthalenedione, 2,5-dihydr... 190 C10H604 004923-55-1 25

Abundance Scan 1685 (11.998 min): BF123669.D\data.ms (-1681) (1  m/z 190.05 100.00%

19p.1
5000
945 A
12.00
63.0 ‘ 163.0
ol 389 ke 2209 T M 2249 2579 /s 189,10 99.64%
m/z--> 20 40 60 80 100120140160 180200220 240 260
Abundance #53203: 4H-Cyclopenta[deflphenanthrene
190.0
5000 T
94.0 12.00
' m/z 191.05 27.21%
310 630 | 1320 1630 |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189.0
e L il
12.00
5000 ITI/Z 94.50 23.75%
94.0
o‘HH_HwH‘“‘H“‘_H‘_HwH‘“‘HH_H‘H_m‘w_ww‘
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #53209: Methy! diselenide B
93.0 190.0 12.00
m/z 192.05 21.43%
5000
160.
o b e —
m/z--> 20 40 60 80 100120140160 180200220 240260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123669.D

Acqg On : 21 Apr 2021 16:13

Operator : JU/CG

Sample : M2077-05 :
Misc : SB-20-14.5-15.0-DUP

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 1-Nonadecene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.910 5.42 ng 425638 Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 87
2 1-Heptadecene 238 C17H34 006765-39-5 87
3 Cycloeicosane 280 C20H40 000296-56-0 87
4 n-Nonadecanol-1 284 C19H400 001454-84-8 74
5 1-Hexadecanol 242 C16H340 036653-82-4 70
Abundance Scan 2010 (13.910 min): BF123669.D\data.ms (-2007) (-, 43.05 100.00%
43.Q
83.0

| oo
m—1 N m/z 55.00  95.21%

m/z--> 50 00 150 200 250 300
Abundance #115906: 1-Nonadecene
43.0 97.0

5000

[y

14 00
m/z 83.05 82.87%
\

oL LLLLLL L399 1620 2200 20
L ‘ T ‘ T T T L ‘ T T T ‘ L
m/z--> 50 100 150 200 250 300
Abundance #92567: 1-Heptadecene

57.0

97.0
14 00
0 1‘5"q‘ L ‘\ . “‘\ “ “‘ \“\ %4? ‘?‘ :!;8‘2‘0 ‘ ‘2‘3§‘0 L B L L M
m/z--> 50 100 150 200 250 300
Abundance #127768: Cycloeicosane
55.0 14 00

m/z 57.00  73.47%

97.0
\\ H L “\%?01820 2240 2800

ol LA
miz--> 50 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123669.D

Acqg On : 21 Apr 2021 16:13

Operator : JU/CG

Sample : M2077-05 :
Misc : SB-20-14.5-15.0-DUP

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 1,19-Eicosadiene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.321 10.69 ng 840019 Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,19-Eicosadiene 278 C20H38 014811-95-1 98
2 Tetradecanal 212 C14H280 000124-25-4 95
3 Octadecanal 268 C18H360 000638-66-4 91
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
5 17-Octadecenal 266 C18H340 056554-86-0 91
Abundance Scan 2080 (14.321 min): BF123669.D\data.ms (-2076) (- m/z 57.00 100.00%
57.0
— ——
37.1 14.00 14.50
ol A LLL Pl 1031 2501 20718844 s o Tgp oy
miz-> 50 100 150 200 250 300
Abundance #126192: 1,19-Eicosadiene
55.0
96.0
5000 — e
14.00 14.50
m/z 82.05 74.76%
01\5\0“\ U “‘\‘h ‘}h \”“ H“ \:hs{c‘“)\lwgwowo‘ TT \2\5|0.\0\ L B B B
miz--> 50 100 150 200 250 300
Abundance #71297: Tetradecana
57.0
= =
14.00 14.50
5000 96.0 m/z 55.80 67.17%
168.0
otsQ AR by 1 20
miz--> 50 100 150 200 250 300
Abundance #117606: Octadecanal “ T
43.0 82.0 14.00 14.50
m/z 96.05 49.30%
5000
24.0
AT, a0 00
ob— b e e
m/z--> 50 100 150 200 250 300 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123669.D

Acqg On : 21 Apr 2021 16:13

Operator : JU/CG

Sample : M2077-05 :
Misc : SB-20-14.5-15.0-DUP

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 1,22-Docosanediol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.963 23.49 ng 1519430 Perylene-di2 15.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,19-Eicosadiene 278 C20H38 014811-95-1 95
2 1,22-Docosanediol 342 C22H4602 ©022513-81-1 93
3 Octadecanal 268 C18H360 000638-66-4 91
4 1,16-Hexadecanediol 258 C16H3402 007735-42-4 90
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 90

Abundance Scan 2189 (14.963 min): BF123669.D\data.ms (-2185) (- m/z 57.00 100.00%
57.0

—
H 180.0222.2 302.1 362.4 1500
[ m—§ B "‘ [\ 150.0222.2262.1°021 5024 m/z 43.10  88.91%
miz--> 50 100 150 200 250 300 350
Abundance #126192: 1,19-Eicosadiene
55.0
96.0

5000 T

15.00
m/z 82.05 70.53%

Ol\s\d\ ‘\‘ \‘h“ A H“\]’I\H\‘\1\8\0\0’\\\2\5?\0\\\‘\\\\‘\\\\
m/z--> O 100 150 200 250 300 350
Abundance #178719: 1,22-Docosanediol
82.0
=
15.00
5000 410 m/z 55.00 65.46%
24.0 306.0
UL | 150920m02500
m/z--> 50 100 15 200 250 300 350
Abundance #117606: Octadecanal ——
43.0 15.00
m/z 41.00 45.02%
96.0
5000
L1570 100, 2200
oL LLAL TS 10s0 7 S
m/z--> 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123669.D

Acqg On : 21 Apr 2021 16:13

Operator : JU/CG

Sample : M2077-05 :
Misc : SB-20-14.5-15.0-DUP

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 2-Bromo dodecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

15.157 4.06 ng 262458 Perylene-di2 15.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
2 Nonadecane 268 C19H40 000629-92-5 87
3 Hexadecane 226 C1l6H34 000544-76-3 81
4 Tridecane, 6-propyl- 226 C1l6H34 055045-10-8 76
5 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 74

Abundance Scan 2222 (15.157 min): BF123669.D\data.ms (-2219) (- m/z 57.05 100.00%

57.0
5000
1500 1550
13.1 : :
ok “‘ ““ “1 ‘J‘T‘ [, 1601 224129003171 3672 0 4300 s55.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #100330: 2-Bromo dodecane
57.0
5000 T ——
15.00 15.50
m/z 71.10 51.65%
13 0 169.0
O\\“\‘\““h T\\\‘\\\\’\\\24‘89\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #117636: Nonadecane
57.0
— —
15.00 15.50
5000 ITI/Z 85.05 37.69%
268.0
9.0
0 H\“ \M‘ H\ I ! .\‘ \‘ | M‘ ‘\‘\’22‘5‘0‘ A
m/z--> 50 100 150 200 250 300 350 400
Abundance #83025: Hexadecane T —
57.0 15.00 15.50
m/z 55.05 20.90%
h MwwAw~AMWJ\wNMuWNAWM
0 \‘ ‘ \\\ u‘ JTl3 0 169.0 226.0
‘H“‘ R R e e e e LA B S —— —
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123669.D

Acqg On : 21 Apr 2021 16:13

Operator : JU/CG

Sample : M2077-05 :
Misc : SB-20-14.5-15.0-DUP

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 Tetradecanal Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.751 16.99 ng 1098780 Perylene-di2 15.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanal 212 C14H280 000124-25-4 94
2 (Z)-14-Tricosenyl formate 366 C24H4602 077899-10-6 93
3 1,19-Eicosadiene 278 C20H38 014811-95-1 93
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
5 1,16-Hexadecanediol 258 C16H3402 007735-42-4 90

Abundance Scan 2323 (15.751 min): BF123669.D\data.ms (-2318) (- m/z 57.00 100.00%

57.0
5000
—— —
OT\) . 180.2222.1 E 1550 1600
o4 ~“ Ll 180222212690 3409 390L ./, 43 90 86.28%
miz--> 50 100 150 200 250 300 350
Abundance #71299: Tetradecanal
57.0
5000 —r— ——
15.50 16.00
100 m/z 82.05 67.32%
hﬂ J ““hmm‘m I 2 2.0
O\\\‘ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #194460: (Z)-14-Tricosenyl formate
55.0
PR =
15.50 16.00
5000 P10 m/z 55.00  63.85%
20 320.0
oL LA H\ | 152019002300770.0%0 g5
m/z--> 50 150 200 250 300 350
Abundance #126192.149—Emosadmne T —
55.0 15.50 16.00
m/z 96.00  49.32%
- ‘wj\\w
oL sossn0 200 L
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123669.D

Acqg On : 21 Apr 2021 16:13

Operator : JU/CG

Sample : M2077-05 :
Misc : SB-20-14.5-15.0-DUP

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 Heptacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.986 9.75 ng 630501 Perylene-di2 15.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tetracosane 338 C24H50 000646-31-1 90
3 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 86
4 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 81
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 80

Abundance Scan 2363 (15.986 min): BF123669.D\data.ms (-2359) (- m/z 57.00 100.00%

57.0
5000
——
‘ \ 141.0182.2221.9263.1 1690
ob—4 “ 11 1410182222192631 3281 ./, 43.10  60.57%
miz--> 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 U
16.00
m/z 71.10 53.42%
ol \ e ‘\ ; 1‘410183022502670 323.0 380.(
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\
m/z--> O 100 150 200 250 300 350
Abundance #175559: Tetracosane
57.0
——
16.00
5000 ITI/Z 85.05 38.41%
41.0
DLl sy o
m/z--> 50 100 150 200 250 300 350
Abundance #152416: Tridecane, 1-iodo- T
57.0 16.00
m/z 55.00  21.23%
- J\L\N
9.0 183.0
0 Do’ T om0 o
m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123669.D

Acqg On : 21 Apr 2021 16:13

Operator : JU/CG

Sample : M2077-05 :
Misc : SB-20-14.5-15.0-DUP

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 Octadecanal Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.804 17.06 ng 1103600 Perylene-di2 15.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,19-Eicosadiene 278 C20H38 014811-95-1 95
2 Octadecanal 268 C18H360 000638-66-4 91
3 Tetradecanal 212 C14H280 000124-25-4 90
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 87
5 1,21-Docosadiene 306 C22H42 053057-53-7 86

Abundance Scan 2502 (16.804 min): BF123669.D\data.ms (-2496) (1 m/z 57.00 100.00%
57.0

5000 \/\VJ\\J\J
11.1 [ NN
278.1 16.50 17.00
ol a“u X L Jep9 2001 UMD 8431 418 . 4300 86.38%
mlz--> 50 100 150 200 250 300 350 400
Abundance #126193: 1,19-Eicosadiene
55.0
5000 — e
16.50 17.00
m/z 82.05 70.43%
09.0
oL h 1111520 2080 2780
\T‘\ \\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #117607: Octadecana
43.0
= T
p6.0 16.50 17.00
5000 m/z 55.00 62.87%
222 0
0 IEE v .1 \JJLU
m/z--> 50 100 150 200 250 300 350 400
Abundance #71299: Tetradecanal “ T
57.0 16.50 17.00
m/z 96.00 44.87%
5000
AT
o‘k_u“u‘\‘hm\nw‘mk“21?‘9‘_m_m_m_” s e
m/z--> 50 100 150 200 250 300 350 400 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123669.D

Acqg On : 21 Apr 2021 16:13

Operator : JU/CG

Sample : M2077-05 :
Misc : SB-20-14.5-15.0-DUP

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 .beta.-Sitosterol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.651 26.03 ng 1683510 Perylene-di2 15.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 99
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 91
3 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 60
4 17-(1,5-Dimethylhexyl)-10,13-dim... 414 C29H500 1000210-86-9 46
5 Ergost-7-en-3-0l, (3.beta.)- 400 C28H480 026047-31-4 43
Abundance Scan 2646 (17.651 min): BF123669.D\data.ms (-2638) (1  m/z 43.05 100.00%
43.0
95.0
5000
— —
‘M | M e 731
(-l m/z 57.00 73.12%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #217433: .beta.-Sitosterol
43.0
5000 — —
17.50 18.00
414.0 o
2130 m/z 95.05 70.47%
| H\ |
0 = \Ji | ‘H‘H‘ L ‘ HHI
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #217435: .gamma.-Sitosterol
43.0
— —
17.50 18.00
5000 m/z 55.05 64.54%
107.0
414.0
\” Lk 11, 7199 ara0a200
0l \H L ‘H‘ \\‘\'\JH\HH‘\U\‘ e “.‘H\“‘Hl [T ‘IH“HH
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)- — ——
43.0 17.50 18.00
m/z 81.10 60.42%
5000
368.0
3.0
il e | o
m/z--> 0 50 100 150 200 250 300 350 400 450 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123669.D

Acqg On : 21 Apr 2021 16:13

Operator : JU/CG

Sample : M2077-05 :
Misc : SB-20-14.5-15.0-DUP

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 unknownl8.00 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.004 12.94 ng 837037 Perylene-di2 15.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cholestan-3-one, 4,4-dimethyl-, ... 414 C29H500 002097-85-0 42
2 Quinoline, 2-[2-(3-pyridyl)ethen... 232 C16H12N2 001586-51-2 38
3 Acetic acid, 2-(5,6,7,8,9,10-hex... 304 C16H20N202S 166113-82-2 38
4 Benzoic acid, 2-(5-pyrazolylcarb... 231 C11H9N303 1000277-53-0 35
5 Germacra-1(10),4,11(13)-trien-12... 232 C15H2002 000553-21-9 27

Abundance Scan 2706 (18.004 min): BF123669.D\data.ms (-2700) (-  m/z 231.15 100.00%

55.0 231.2
5000 09.0
163.1 409.4 L I
| 317.2 Y 18.00
oL ‘Hw‘u ITI/Z 55.00 91.30%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #217447: Cholestan-3-one, 4,4-dimethyl-, (5.alpha.)-
43.0
414.0
5000 —
18.00
m/z 43.05 83.80%
O T J\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #87739: Quinoline, 2-[2-(3-pyridyl)ethenyl]-
231.0
— |
18.00
5000 ITI/Z 81.00 66.52%
50.0 128.0 178.0
Y OV O S S
miz--> 50 100 150 200 250 300 350 400 450
Abundance #147794: Acetic acid, 2-(5,6,7,8,9,10-hexahydro-3-cyano —— |
231.0 18.00
m/z 69.10 66.02%
5000
41.0 304.0
| 116.0 175.0 ‘
RS —
m/z--> 50 100 150 200 250 300 350 400 450 18.00

8270-BF041521.M Thu Apr 22 15:01:22 2021 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123669.D

Acqg On : 21 Apr 2021 16:13

Operator : JU/CG

Sample : M2077-05 :
Misc : SB-20-14.5-15.0-DUP

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 4,4,6a,6b,8a,11,12,14b-0Octa... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.186 77.86 ng 5035620 Perylene-di2 15.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,4,6a,6b,8a,11,12,14b-Octamethy... 424 C30H480 1000194-64-2 95
2 Lup-20(29)-en-3-one 424 C30H480 001617-70-5 86
3 5-Bromo-4-o0xo0-4,5,6,7-tetrahydro... 216 C6H5BrN202 300574-36-1 59
4 4,4,6a,6b,8a,11,11,14b-0ctamethy... 424 C30H480 1000194-62-4 55
5 (-)-Isolongifolol, methyl ether 236 C16H280 1000333-80-8 45

Abundance Scan 2737 (18.186 min): BF123669.D\data.ms (-2728) (- m/z 55.00 100.00%

55.0 109.1 218.2
5000
1.1
—— —
‘ H 51313-3 409.4 18.00 18.50
ol ALY, ' m/z 95.80  98.08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220503: 4,4,6a,6b,8a,11,12,14b-Octamethyl-1,4,4a,5,6,
218.0
5000 — ——
18.00 18.50
55.0 135.0 424.( m/z 218.20 90.46%
Ot t \U ““‘\ ‘\‘ ‘J\“‘ \‘M“\M\‘ ‘Mh \‘Mh\‘m‘ l\‘“ iy ‘}‘ ‘LL\ T ‘2'\7\1\0\‘ T \3\4\1‘0\\ T “‘1 \“\ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #220485: Lup-20(29)-en-3-one
205.0 j\
109'0 T T ‘ T T ‘ T
424.C 18.00 18.50
5000 ITI/Z 109.10 86.40%
55.0
313.0
IS e Wi
0Lt L AL
miz--> 50 100 150 200 250 300 350 400
Abundance #74466: 5-Bromo-4-0x0-4,5,6,7-tetrahydrobenzofurazan — —
109.0 18.00 18.50
450 m/z 81.10 85.76%
218.0
5000
} 160.0
m/z--> 50 100 150 200 250 300 350 400 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123669.D

Acqg On : 21 Apr 2021 16:13

Operator : JU/CG

Sample : M2077-05 :
Misc : SB-20-14.5-15.0-DUP

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 5-Bromo-4-oxo-4,5,6,7-tetra... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

18.474 39.84 ng 2576610 Perylene-di2 15.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Bromo-4-oxo-4,5,6,7-tetrahydro... 216 C6H5BrN202 300574-36-1 78
2 .alpha.-Amyrin 426 C30H500 000638-95-9 58
3 Hop-22(29)-en-3.beta.-ol 426 C30H500 058801-23-3 50
4 (-)-Isolongifolol, methyl ether 236 C16H280 1000333-80-8 43
5 A'-Neogammacer-22(29)-en-3-one 424 C30H480 025615-11-6 41

Abundance Scan 2786 (18.474 min): BF123669.D\data.ms (-2775) (- m/z 55.00 100.00%

g
520 100.1 218.2
5000
61.1
—r
H 66.1 315.2 369.0 426.¢ 18.50 .
Ol I m/z 109.05 86.22%
mlz--> 50 100 150 200 250 300 350 400
Abundance #74466: 5-Bromo-4-0x0-4,5,6,7-tetrahydrobenzofurazan
109.0
45.0
218.0
5000 T
160.0 18.50
m/z 95.10 85.23%
ok, M\HLH \h R —
m/z--> 100 150 200 250 300 350 400
Abundance #221182: .alpha.-Amyrin
218.0
—r
18.50
5000 ITI/Z 218.20 82.12%
55.0 122.0
426.(
ol LLiLLl Ll i ?HL 2120 3390 7
miz--> 50 100 150 200 250 300 350 400
Abundance #221200: Hop-22(29)-en-3.beta.-ol T
189.0 18.50
95.0 m/z 189.15 76.58%
5000
TR
om_m_m_w 1| T R AT S -
mlz--> 100 150 200 250 300 350 400 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123669.D

Acqg On : 21 Apr 2021 16:13

Operator : JU/CG

Sample : M2077-05 :
Misc : SB-20-14.5-15.0-DUP

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 4,4,6a,6b,8a,11,11,14b-0Octa... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.709 82.57 ng 5340250 Perylene-di2 15.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,4,6a,6b,8a,11,11,14b-Octamethy... 424 C30H480 1000194-62-4 58
2 3-Methoxy-6,7,8,9-tetrahydro-dib... 218 C13H1403 1000186-57-9 58
3 8-Amino-6,7-dimethoxy-4-methylqu... 218 C12H14N202 1000213-07-2 53
4 .beta.-Amyrin trimethylsilyl ether 498 C33H580Si 001721-67-1 53
5 Olean-12-ene, 3-methoxy-, (3.bet... 440 C31H520 014021-26-2 52

Abundance Scan 2826 (18.709 min): BF123669.D\data.ms (-2814) (-  m/z 218.20 100.00%

218.2
95.0 e
‘ ‘ ‘ ” H f‘ 18.40 18.60 18.80
ol Lbbid i e "* | 27913261 3933 468: ./, 203.15 78.70%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #220502: 4,4,6a,6b,8a,11,11,14b-Octamethyl-1,4,4a,5,6,
218.0
5000 U L B
55.0 18.40 18.60 18.80
‘ 135.0 m/z 43.00 47 .51%
424.0
oL “ h‘ }Hd\ “” ‘H‘ “h‘i‘w‘. I ‘U‘ }\ ‘\‘ I ‘\h‘ [2‘7’\\3‘ 9‘?"2‘7‘ ‘0‘ t h ‘\‘ SRRE
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #75702: 3-Methoxy-6,7,8,9-tetrahydro-dibenzofuran-2-ol
218.0
e
18.40 18.60 18.80
5000 m/z 69.00 26.68%
69.0
147.
oberppibhin et d A
miz--> 50 100 150 200 250 300 350 400 450
Abundance  #75613: 8-Amino-6,7-dimethoxy-4-methylquinoline I
218.0 18.40 18.60 18.80
m/z 189.10 23.52%
5000
0 160.0
51.0 L ‘ ‘
0 \H“”“\”\‘h\“?““\‘l\J\H\“""\‘\‘MH‘H\\‘\\H‘HH‘HH‘HH‘H\ L L B B B
m/z--> 50 100 150 200 250 300 350 400 450 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123669.D

Acqg On : 21 Apr 2021 16:13

Operator : JU/CG

Sample : M2077-05 :
Misc : SB-20-14.5-15.0-DUP

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 20 A'-Neogammacer-22(29)-en-3-one Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
18.939 6.72 ng 434927 Perylene-di2 15.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 A'-Neogammacer-22(29)-en-3-one 424 (C30H480 025615-11-6 86
2 2,2,4a,6a,8a,9,12b,14a-0ctamethy... 410 C30H50 053013-35-7 83
3 Lup-20(29)-en-3-one 424 C30H480 001617-70-5 60
4 2,6,6,9,2',6',6',9'-Octamethyl-[... 410 C30H50 1000189-48-2 58
5 6.beta.Bicyclo[4.3.0]nonane, 5.b... 332 C15H25I 1000195-85-9 49

Abundance Scan 2865 (18.939 min): BF123669.D\data.ms (-2858) (1  m/z 95.05 100.00%
95.0

5000

%

. L A e B
424 18.60 18.80

232.2

84.0 355.2

0 m/z 109.05 70.19%
mlz--> 50 100 150 200 250 300 350 400
Abundance #220495: A'-Neogammacer-22(29)-en-3-one
189.0
5000 T T ‘ T T T T ‘ L
810 424.( 18.60  18.80
35.0 m/z 189.15  59.62%
h u \H ]h\ Mu L] H‘ 2450 313.0 368.0 ‘ |
O\\\‘\\ ‘ H‘l\‘\“‘h\“\\\‘\\\\‘\\\\‘\\\\‘
m/z--> OO 150 200 250 300 350 400
Abundance #215951. 2,2,4a,6a,8a,9,12b,14a-Octamethyl-1,2,3,4,4a,!
95.0
Cp T
218.0 18.60 18.80
m/z 81.00 57.89%
5000 4100
41 49.0 342.0
T
o! “‘MU‘ \\“‘h ‘\M\“ hh ‘“ “M \}‘\‘ ‘L‘\‘ M}‘ ‘M‘\‘ I\ . I ‘H o ‘\
miz--> 50 100 150 200 250 300 350 400
Abundance #220486: Lup-20(29)-en-3-one L A e B
124.0 205.0 18.60 18.80
m/z 43.10 57.61%
424.(
5000
314.0
257.0 369.0
(] S
m/z--> 50 100 150 200 250 300 350 400 18.60 18.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123669.D

Acqg On : 21 Apr 2021 16:13

Operator : JU/CG

Sample : M2077-05 :
Misc : SB-20-14.5-15.0-DUP

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : 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|
Indane 7.028 9.4 ng 626494 1 6.851 1325860 20.0
Naphthalene, 2,... 9.481 4.0 ng 324168 3 9.892 1634670 20.0
Naphthalene, 1,... 9.551 4.3 ng 350951 3 9.892 1634670 20.0
Dibenzothiophene 11.275 5.6 ng 452651 4 11.381 1620320 20.0
5H-Dibenzo[a,d]... 11.916 4.9 ng 398479 4 11.381 1620320 20.0
4H-Cyclopenta[d... 11.998 7.7 ng 621751 4 11.381 1620320 20.0
1-Nonadecene 13.910 5.4 ng 425638 5 14.027 1572020 20.0
1,19-Eicosadiene 14.321 10.7 ng 840019 5 14.027 1572020 20.0
1,22-Docosanediol  14.963 23.5 ng 1519430 6 15.510 1293490 20.0
2-Bromo dodecane 15.157 4.1 ng 262458 6 15.510 1293490 20.0
Tetradecanal 15.751 17.0 ng 1098780 6 15.510 1293490 20.0
Heptacosane 15.986 9.8 ng 630501 6 15.510 1293490 20.0
Octadecanal 16.804 17.1 ng 1103600 6 15.510 1293490 20.0
.beta.-Sitosterol 17.651 26.0 ng 1683510 6 15.510 1293490 20.0
unknownl18.00 18.004 12.9 ng 837037 6 15.510 1293490 20.0
4,4,6a,6b,8a,11... 18.186 77.9 ng 5035620 6 15.510 1293490 20.0
5-Bromo-4-oxo-4... 18.474 39.8 ng 2576610 6 15.510 1293490 20.0
4,4,6a,6b,8a,11... 18.709 82.6 ng 5340250 6 15.510 1293490 20.0
A'-Neogammacer-... 18.939 6.7 ng 434927 6 15.510 1293490 20.0
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