LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080721\
Data File : BF124991.D

Acqg On : 8 Aug 2021 00:35
Operator : JU/CG

Sample : M3292-01 5X

Misc :

ALS Vvial : 18 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-BF080421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124991.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.022 497 499 503 rBB 8356 7664 14.25%  1.287%
2 5.440 567 570 573 rBB 18430 13417 24.95% 2.253%
3 6.457 740 743 746 rBB 18252 13354 24.83% 2.242%
4 6.828 803 806 809 rBB 50402 36778 68.39% 6.176%
5 7.387 899 901 904 rBB 12178 8733 16.24% 1.466%
6 8.010 1005 1007 1010 rBB 3296 2321  4.32% 0.390%
7 8.110 1021 1024 1027 rBB 61978 47082 87.56% 7.906%
8 9.186 1204 1207 1209 rBB 16880 13698 25.47%  2.300%
9 9.728 1294 1299 1301 rBV 1694 2034 3.78% 0.342%
106 9.775 1301 1307 1309 rVB2 3143 3577 6.65% 0.601%
11  9.810 1309 1313 1315 rBV 1465 1654 3.08% 0.278%
12 9.834 1315 1317 1318 rBV 1774 1206 2.24% 0.203%
13 9.869 1319 1323 1325 rVB 56955 49238 91.57% 8.268%
14  9.904 1325 1329 1331 rBV2 1376 1945 3.62% ©0.327%
15 10.198 1373 1379 1381 rBV3 3378 4966 9.24% 0.834%
16 10.269 1387 1391 1396 rBV3 2989 3454 6.42% 0.580%
17 10.416 1414 1416 1420 rVV5 1357 1575 2.93% 0.264%
18 10.510 1430 1432 1436 rBV4 3178 3897 7.25% 0.654%
19 10.563 1436 1441 1443 rBV3 1623 2279 4.24% 0.383%
20 10.633 1450 1453 1454 rBV2 1799 1522 2.83% 0.256%
21 10.651 1454 1456 1459 rBV3 9679 8069 15.01% 1.355%
22 10.781 1474 1478 1480 rVB 13516 11774 21.90% 1.977%
23 10.804 1480 1482 1485 rVB4 1919 1437 2.67% 0.241%
24 10.910 1498 1500 1502 rBV3 1859 1525 2.84% 0.256%
25 10.986 1510 1513 1515 rBV4 5107 6294 11.70% 1.057%
26 11.045 1520 1523 1524 rBV2 3070 3100 5.76% 0.521%
27 11.092 1529 1531 1532 rBV2 2762 1521 2.83% ©.255%
28 11.128 1535 1537 1538 rBV2 2369 1279 2.38% 0.215%
29 11.151 1539 1541 1542 rVB2 3065 1491 2.77% 0.250%
30 11.245 1553 1557 1560 rBV 30166 28260 52.55% 4.745%
31 11.351 1572 1575 1579 rBV 60804 53773 100.00% 9.029%
32 11.463 1591 1594 1596 rBV3 6220 7261 13.50% 1.219%
33 11.486 1596 1598 1599 rvv2 3986 3153 5.86% 0.529%
34 11.528 1603 1605 1606 rvVv 3499 2132 3.96% ©.358%
35 11.557 1608 1610 1613 rvv4 4439 4196 7.80% 0.705%
36 11.592 1613 1616 1619 rVV3 11490 12699 23.62% 2.132%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080721\
Data File : BF124991.D

Acqg On : 8 Aug 2021 00:35
Operator : JU/CG

Sample : M3292-01 5X

Misc :

ALS Vvial : 18 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-BF080421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.686 1630 1632 1636 rBV5 6339 4731 8.80% 0.794%
38 11.869 1661 1663 1665 rBV3 6938 6731 12.52% 1.130%
39 11.957 1674 1678 1682 rVB7 7174 12107 22.52% 2.033%
40 12.016 1686 1688 1693 rVB5 6023 7264 13.51% 1.220%
41 12.110 1702 1704 1707 rVB2 7038 6073 11.29% 1.020%
42 12.327 1739 1741 1745 rVB5 5984 5162 9.60% 0.867%
43 12.539 1774 1777 1778 rBV2 4661 3925 7.30% ©.659%
44 12.816 1822 1824 1826 rBV2 2546 2034  3.78% ©.342%
45 12.857 1829 1831 1832 rBV2 2500 1927 3.58% ©.324%
46 12.892 1835 1837 1839 rBV3 2828 2587 4.81% 0.434%
47 12.933 1839 1844 1850 rVB 16977 17732 32.98% 2.977%
48 13.274 1900 1902 1904 rBV2 2001 2023 3.76%  ©.340%
49 13.627 1959 1962 1963 rVB2 1637 1398 2.60% 0.235%
50 13.751 1982 1983 1986 rBV3 1627 1323 2.46% 0.222%
51 13.786 1986 1989 1992 rVB5 1620 1907 3.55% ©.320%
52 13.827 1994 1996 2001 rVB3 4187 4878 9.07% 0.819%
53 13.992 2020 2024 2026 rBV 35322 30017 55.82% 5.040%
54 14.251 2064 2068 2069 rVB2 1379 1660 3.09% 0.279%
55 14.263 2069 2070 2073 rBV3 1360 1583 2.94%  ©.266%
56 14.427 2094 2098 2099 rBV2 896 1270 2.36% 0.213%
57 14.451 2099 2102 2103 rW 3669 2863 5.32% 0.481%
58 14.474 2104 2106 2108 rVV 4286 3316 6.17% ©.557%
59 14.545 2115 2118 2120 rBV4 1361 1589 2.96% 0.267%
60 14.674 2138 2140 2144 rBV3 1361 1293 2.40% 0.217%
61 14.786 2155 2159 2160 rBV2 1370 1278 2.38% 0.215%
62 14.821 2164 2165 2170 rVB4 1825 1737 3.23% 0.292%
63 14.992 2192 2194 2195 rBV 1260 1296 2.41% 0.218%
64 15.086 2206 2210 2213 rVV2 5709 6346 11.80% 1.066%
65 15.133 2216 2218 2220 rVB3 2028 1578 2.93% ©0.265%
66 15.292 2242 2245 2249 rVW4 1910 2369 4.41% 0.398%
67 15.380 2258 2260 2262 rBV2 1544 1573 2.93% 0.264%
68 15.410 2262 2265 2267 rVB 1358 1210 2.25% ©.203%
69 15.451 2267 2272 2276 rBV 21395 25538 47.49%  4.288%
70 15.504 2278 2281 2284 rVB3 1297 1968 3.66% ©.330%
71 15.533 2284 2286 2289 rBV3 1741 2089 3.88% ©.351%
72 15.663 2305 2308 2309 rBV2 2346 1836 3.41% 0.308%
73 15.745 2319 2322 2324 rBV2 1408 1826 3.40% ©.307%
74 15.898 2343 2348 2350 rVB2 3603 4020 7.48% 0.675%
75 15.945 2350 2356 2358 rBV3 1645 2482 4.62% 0.417%
76 15.980 2360 2362 2367 rVB3 1706 2805 5.22% 0.471%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080721\
Data File : BF124991.D

Acqg On : 8 Aug 2021 00:35
Operator : JU/CG

Sample : M3292-01 5X

Misc :

ALS Vvial : 18 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-BF080421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
77 16.127 2383 2387 2389 rBvV2 1432 1547 2.88% 0.260%
78 16.163 2392 2393 2397 rBV2 997 1384 2.57% 0.232%
79 16.192 2397 2398 2403 rVB3 1473 1428 2.66% 0.240%
80 16.386 2426 2431 2435 rBvV4 1821 3024 5.62% 0.508%
81 16.468 2442 2445 2447 rVB2 1395 1368 2.54% 0.230%
82 16.674 2476 2480 2482 rBV 1970 2661 4.95% 0.447%
83 16.968 2528 2530 2536 rVB3 1672 3396 6.32% 0.570%
84 17.092 2550 2551 2555 rBV 1026 1290 2.40% 0.217%
85 17.221 2570 2573 2576 rBV3 1414 1797 3.34% 0.302%
86 17.451 2610 2612 2614 rBV 1380 1538 2.86% 0.258%
87 17.480 2614 2617 2620 rVB 961 1220 2.27% 0.205%
88 17.557 2627 2630 2633 rBvV 796 1274 2.37% 0.214%
89 17.751 2660 2663 2664 rBV 1510 1509 2.81% 0.253%
99 17.780 2664 2668 2670 rVB2 1712 1418 2.64% 0.238%
91 17.862 2678 2682 2685 rvv2 1341 2745 5.10% 0.461%
92 17.892 2685 2687 2690 rVB 1143 1280 2.38% 0.215%
93 18.009 2705 2707 2710 rBV 1533 1589 2.96% 0.267%
94 18.227 2741 2744 2747 rVB 1501 1678 3.12% 0.282%
95 18.256 2747 2749 2751 rBV 1374 1246 2.32% 0.209%
96 18.409 2772 2775 2778 rBV 1440 1672 3.11% 0.281%
97 18.498 2788 2790 2793 rVV2 1416 1705 3.17% 0.286%
98 18.715 2821 2827 2829 rBV2 1092 2197 4.09% 0.369%
99 18.815 2842 2844 2847 rVV2 1287 1525 2.84% 0.256%
100 18.856 2847 2851 2852 rVvV 1279 1353 2.52% 0.227%
Sum of corrected areas: 595546
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124991.D

Acqg On 8 Aug 2021 00:35
Operator : JU/CG

Sample : M3292-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF124991.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080721\
Data File : BF124991.D

Acqg On 8 Aug 2021 00:35

Operator Ju/caG

Sample : M3292-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknown5.022 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
5.022 4.17 ng 7664 1,4-Dichlorobenzene-d4 6.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, [(1-methylethoxy)methyl]- 116 C6H1202 004016-14-2 9
2 Diacetamide 101 C4H7NO2 000625-77-4 7
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 7
4 N-(n-Propyl)acetamide 101 C5H11NO 005331-48-6 4
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 4

Abundance Scan 499 (5.022 min): BF124991.D\data.ms (-497) (-) m/z 43.00 100.00%
3.0
5000 59.0
1010 [TT I T[T T rrrrprrt
4.60 4.80 5.00 5.20 5.40
om_m,‘m_‘HM‘H‘wm\_H‘,‘m,uwauww m/z 59.00 51.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9297: Oxirane, [(1-methylethoxy)methyl]-
43.0
29.0 59.0
5000 L N R R
4.60 4.80 5.00 5.20 5.40
m/z 101.00 17.75%
15.0 73.0 101.0
O\\\‘\\‘\\’\\1!}\\\‘}}\\\\‘\\‘!‘\i\\\\’\‘\\\’\8\6‘\'\9\\\\‘\\\\J‘-\]-\S\.\O‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4516: Diacetamide
43.0
P b
4.60 4.80 5.00 5.20 5.40
5000 59.0 m/z 57.90 11.92%
73.0
101.0
o0 || | g0
copee e e e PR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4528: 2,3-Butanedione, monooxime R RARRRRAEE
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 11.30%
5000
101.0
e e e P b
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124991.D

Acqg On 8 Aug 2021 00:35
Operator : JU/CG

Sample : M3292-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownl©.198 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

10.198 2.02 ng 4966  Acenaphthene-d10 9.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Ethyl-1-pyrroline 97 C6H11N 1000422-81-4 5
2 1-Pyrroline, 3-ethyl- 97 C6H11IN 1000073-06-0 5
3 Isoxazole 69 C3H3NO 000288-14-2 4
4 4-Amino-2-methylpyrimidine 109 C5H7N3 000074-69-1 2

5 Pyridine-2,4-diamine 109 C5H7N3 000461-88-1 2

Abundance Scan 1379 (10.198 min): BF124991.D\data.ms (-1373) (- m/z 69.00 100.00%

69.0
43.0 81.1
57.1
97,0 1090
5000 AM
L —
10.00 10.50
O T T T T e e e e m/z 43.00 75.77%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #3357: 2-Ethyl-1-pyrroline
69.0
5000 41.0
97.0 10.00 10.50
27.0 m/z 81.10 74.45%
Lo o |
O\\‘\\}\‘\\\}‘\‘\\\‘w}{‘\‘\\‘\\‘\\\‘\‘i\\\‘\\‘}\‘\\\\‘\\\\‘
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #3359: 1-Pyrroline, 3-ethyl-
69.0 AA
P —
10.00 10.50
m/z 57.10 64.67%
5000 41.0 96.0
54.0
27.0
T
0"“‘MHH‘1}“H‘M“‘m‘m“}"mmm‘mwuwmw
m/z--> 20 30 40 50 60 70 80 90 100 110 ﬂ A
Abundance #547: Isoxazole R e e R
40.0 69.0 10.00 10.50
m/z 109.00  58.39%
5000 29.0
I \H\ 510
OH‘H‘H}HH\‘H\i‘m\‘\H\}um‘uu‘\m‘uu‘\m‘
m/z--> 20 30 40 50 60 70 80 90 100 110 10.00 10.50

8270-BF080421.M Mon Aug 09 15:48:14 2021 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124991.D

Acqg On 8 Aug 2021 00:35
Operator : JU/CG

Sample : M3292-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Undecane, 3,6-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.781 4.38 ng 11774  Phenanthrene-die 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 72
2 Nonane, 3-methyl- 142 C10H22 005911-04-6 72
3 Undecane, 5-methyl- 170 C12H26 001632-70-8 64
4 Decane, 2-methyl- 156 C11H24 006975-98-0 64
5 Hexadecane 226 C16H34 000544-76-3 64

Abundance Scan 1478 (10.781 min): BF124991.D\data.ms (-1474) (-~ m/z 57.05 100.00%

57.0
5000
85.1 Y
I ‘ | 11ﬁ° 10.50 1100
O A m/z 71.05 %
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59061: Undecane, 3,6-dimethyl-
57.0
5000 A L ‘
1050 1100
6.0 650 m/z 43.05 %
O\\\\‘\\‘\\‘\\\‘!‘\\“\\‘\‘\\\“\\}‘\‘\\\\‘\\\‘\‘\\\?“8\4.\0\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22080: Nonane, 3-methyl-
57.0
1050 1100
5000 29.0 ITIZ 41.00 %
113.0
b b b i B0 T a0 M
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45495: Undecane, 5-methyl-
43.0 1050 1100
m/z 85.10 29.05%
5000 71.0
| | e Y
OHMOONOO — L g

m/z--> 20 40 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124991.D

Acqg On 8 Aug 2021 00:35
Operator : JU/CG

Sample : M3292-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownl@.986 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

10.986 2.34 ng 6294  Phenanthrene-d10 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Cyclopentylpropionic acid, 2-e... 254 C16H3002 1000293-47-0 28
2 n-Heptadecanol-1 256 C17H360 001454-85-9 10
3 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H1e0 000930-18-7 10
4 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 9

5 2-Pentene, (Z)- 70 C5H1e 000627-20-3 9

Abundance Scan 1513 (10.986 min): BF124991.D\data.ms (-1510) (- m/z 55.00 100.00%

55.0
83.1
5000 1251 1651
—r
‘ 11.00
Ol L e m/z 43.05 64.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #140900: 3-Cyclopentylpropionic acid, 2-ethylhexyl ester
55.0
83.0
125.0
5000 L
11.00
29.0 m/z 70.00 51.62%
O ‘\‘\H‘\‘\\\““\\\‘\\\2\9\\\‘\\\\’\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #143655: n-Heptadecanol-1
43.0
69.0
11.00
5000 ITI/Z 83.10 51.02%
97.0
0 18 UL | 1250 154.0 182.0 210.0 238.C
‘H‘_H‘_H ‘H_‘H_‘H‘HH‘HH‘H‘WH‘WH‘W‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #662: Cyclopropane, 1,2-dimethyl-, cis- ——
55.0 11.00
m/z 41.00 48.14%
5000
27.0
. —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124991.D

Acqg On 8 Aug 2021 00:35
Operator : JU/CG

Sample : M3292-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 2,6,10-Trimethyltridecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.245 10.51 ng 28260  Phenanthrene-die 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 86
2 Hexacosane 366 C26H54 000630-01-3 86
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 72
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 72
5 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 72

Abundance Scan 1557 (11.245 min): BF124991.D\data.ms (-1553) (1 m/z 57.10 100.00%
57.1

5000 /L/\J/W
113.1 R L
‘ 183.1 11.00 11.50
o bl T wiz 71.10 74.13%
mlz--> 50 100 150 200 250 300 350
Abundance #107237: 2,6,10-Trimethyltridecane
57.0
5000 T
11 00 11 50
m/z 43.05 57.06%
0178\.? ‘\‘ “\ ‘\ \“‘ \H\‘\ ‘ ‘ \]\.8\3\0‘ \22\6\\0‘ L ‘ L ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #275538: Hexacosane
57.0
P e

11.00 11.50
5000 m/z 85.10  40.90%

9.0
T s, 0225026703090 366

o

%

\\‘\\\ =TT \‘\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0 11.00 11.50
m/z 41.10 35.98%
- WM
9.0 140.0
182.0
o Ll 000 I
m/z--> 50 100 150 200 250 300 350 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124991.D

Acqg On 8 Aug 2021 00:35
Operator : JU/CG

Sample : M3292-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownll.463 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

11.463 2.70 ng 7261  Phenanthrene-d10 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Undecanol 172 C11H240 000112-42-5 43
2 Cyclooctane, 1,4-dimethyl-, trans- 140 C10H20 013151-98-9 35
3 Octane, 1,1'-oxybis- 242 C16H340 000629-82-3 35
4 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 35
5 1-Decanol 158 C10H220 000112-30-1 32

Abundance Scan 1594 (11.463 min): BF124991.D\data.ms (-1591) (-  m/z 55.10 100.00%
5[:

5.1 125.1
83.0
5000
——
i
bt WL i m/z 125.1@  95.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #47365: 1-Undecano
69.0
43.0 ﬂ
97.0
5000 ' T
11.50
126.0 m/z 56.00  92.80%
0 \“ “\ | 1540
- \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #20754: Cyclooctane, 1,4-dimethyl-, trans-
55.0
A
11.50
5000 83.0 m/z 69.05 83.14%
290 125.0
o“w‘k‘u‘ﬁ“‘WNHL‘HUW‘H‘“‘H,H‘W‘H‘_‘H‘H‘W‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #126387: Octane, 1,1'-oxybis- —
57.0 11.50
m/z 83.05 67.76%
5000
84.0
290 112.0
o DL T 1430 1990 2ac
R A o B B e A RRARAAR SanssEL s —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124991.D

Acqg On 8 Aug 2021 00:35
Operator : JU/CG

Sample : M3292-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownll.592 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.592 4.72 ng 12699  Phenanthrene-die 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octyl tetracosyl ether 467 C32H660 1000406-39-0 38
2 Hexadecyl octyl ether 354 C24H500 1000406-38-6 28
3 Eicosyl octyl ether 410 C28H580 1000406-38-8 28
4 Docosyl octyl ether 438 C30H620 1000406-38-9 28
5 Hexane, 2,4,4-trimethyl- 128 C9H20 016747-30-1 27

Abundance Scan 1616 (11.592 min): BF124991.D\data.ms (-1613) (- m/z 43.10 100.00%

43.1
5000
99.0 1450
N \
LG L)
ol i m/z 57.60 98.10%
miz--> 50 100 150 200 250 300
Abundance #330749: Octyl tetracosyl ether
57.0
5000 —— |
11.50
97.0 m/z 71.10 97.01%
O T “\ ‘J‘ " T ‘HW‘ 1’ ‘\m \%\:3‘\9‘.‘()\ ]\-8\3\.0‘ \22\5\.()\ ‘ L ‘ T \3\37\.(
miz--> 50 100 150 200 250 300
Abundance #264243: Hexadecyl octyl ether
57.0
—— ‘
11.50
5000 m/Z 55.05 51.26%
obHL L M» u‘Hn““, | 1410 1830 2250
m/z--> 50 100 150 200 250 300
Abundance #308229: Eicosyl octyl ether T ‘
57.0 11.50
m/z 70.00 36.26%
5000
97.0
ol u“ A M» u““d“‘, | 1410 1830 2250 2810
m/z--> 50 100 150 200 250 300 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124991.D

Acqg On 8 Aug 2021 00:35
Operator : JU/CG

Sample : M3292-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownll.869 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.869 2.50 ng 6731  Phenanthrene-d10 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-(Furan-2-yl)ethan-1-amine 111 C6HINO 001121-46-6 9
2 Cyclohexaneethanol, acetate 170 C10H1802 021722-83-8 9
3 Cyclopropane, 1,1-dichloro-3-(1,... 194 C9H16C12 017171-92-5 9
4 1-Aza-2-boracyclopentane, 2-ethy... 111 C6H14BN 1000149-42-8 9
5 1-Methyl-3-butenyl 3-methyl-3-hy... 172 C10H2002 1010139-77-4 9

Abundance Scan 1663 (11.869 min): BF124991.D\data.ms (-1661) (- m/z 57.05 100.00%

57.0 82.0 145.1
111.0
5000
— —r
| H ‘ 11.50 12.00
b et A M L L L m/z 145.05  97.19%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6905: 2-(Furan-2-yl)ethan-1-amine
30.0
5000 82.0
53.0 111.0 11.50 12.00
m/z 82.00 88.44%
O\\\‘\\‘\\ “\‘\H“‘}\‘“H"“}“““““"“““““
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45008: Cyclohexaneethanol, acetate
82.0
43.0 T R
11.50 12.00
5000 110.0 m/z 41.10  79.84%
oisoy L L L L e
miz--> 20 40 60 80 100 120 140 160 180
Abundance #69958: Cyclopropane, 1,1-dichloro-3-(1,1-dimethylethyl) P ——
57.0 11.50 12.00
m/z 111.00 66.25%
5000 107.0
143.0
36. 81.0
0 bl 2940 — —
m/z--> 20 40 60 80 100 120 140 160 180 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124991.D

Acqg On 8 Aug 2021 00:35
Operator : JU/CG

Sample : M3292-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownl1l.957 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.957 4.50 ng 12107 Phenanthrene-die 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Piperazine, 1,2,4-trimethyl- 128 C7H16N2 000120-85-4 38
2 Tetrahydrogeranyl butyrate 228 C14H2802 1000428-75-4 27
3 1,5-Pentanediol, 3-methyl- 118 C6H1402 004457-71-0 25
4 Bromoacetic acid, heptyl ester 236 C9H17Bro02 018991-99-6 25
5 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 22
Abundance Scan 1678 (11.957 min): BF124991.D\data.ms (-1674) (- m/z 57.10 100.00%
57.1
9L.0 121.0
5000 142.9
—
12.00
bt Al L L m/z s5.00  90.38%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14194: Piperazine, 1,2,4-trimethyl-
42.0
5000 0.0 128.0 U
12.00
m/z 43.10 80.00%
0 \:\L\S‘-O\‘l“\\‘i‘!\\ “\}1\“‘“\9\7‘.‘()\\‘}\‘\\‘\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #109296: Tetrahydrogeranyl butyrate
43.0 70.0
—
12.00
5000 m/z 91.00 75.11%
‘ u} 111.0 140.0
S N 3. O N .
miz--> 20 40 60 80 100 120 140 160 180
Abundance #10053: 1,5-Pentanediol, 3-methyl- s
55.0 12.00
31.0 m/z 70.00 73.28%
5000
82.0
ol L. . 1150
T T e AU
m/z--> 20 40 60 80 100 120 140 160 180 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124991.D

Acqg On 8 Aug 2021 00:35
Operator : JU/CG

Sample : M3292-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownl12.016 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.016 2.70 ng 7264  Phenanthrene-d10 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2-methyl- 128 C9H20 003221-61-2 12
2 2,6-Dimethyldecane 170 C12H26 013150-81-7 12
3 Formamide. N-(5-amino-2H-1,2,3-t... 127 C3HS5N50 328977-78-2 11
4 Piperidine, 1-acetyl- 127 C7H13NO 000618-42-8 11
5 2H-Azepin-2-one, hexahydro-6-met... 127 C7H13NO 006142-55-8 10

Abundance Scan 1688 (12.016 min): BF124991.D\data.ms (-1686) (1  m/z 71.05 100.00%

431 40
. 145.0
5000 979 1271
T \
‘ H ‘ | 12.00
0 ““““““J‘J‘ ‘Hq“k““‘u“““““ m/z 43.10 83.33%
miz--> 20 40 60 80 100 120 140 160
Abundance #14530: Octane, 2-methyl-
43.0
5000 — :
12.00
1.0 m/z 85.10  58.79%
113.0
0 26‘£
miz--> 20 40 60 80 100 120 140 160
Abundance #45485: 2,6-Dimethyldecane
43.0
71.0 — |
12.00
5000 m/z 145.00 51.67%
‘ 113.0
ob bl B L 1400 2700
miz--> 20 40 60 80 100 120 140 160
Abundance #13322: Formamide. N-(5-amino-2H-1,2,3-triazol-4-yl)- ‘ —L ‘
43.0 12.00
127.0 m/z 97.90 50.91%
5000 99.0
70.0
okl 1l
m/z--> 20 40 60 80 100 120 140 160 12.00

8270-BF080421.M Mon Aug 09 15:48:19 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124991.D

Acqg On 8 Aug 2021 00:35
Operator : JU/CG

Sample : M3292-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownl12.110 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.110 2.26 ng 6073  Phenanthrene-d10 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Butadiene-1-carboxylic acid 98 C5H602 000626-99-3 35
2 2-Furanmethanol 98 C5H602 000098-00-0 14
3 Carbonic acid, but-3-yn-1-yl oct... 226 C13H2203 1000383-17-5 12
4 2-Hexene, 3,4,4-trimethyl- 126 C9H18 053941-19-8 12
5 Levoglucosenone 126 C6H603 037112-31-5 12

Abundance Scan 1704 (12 110 min): BF124991.D\data.ms (-1702) (-~ m/z 107.10 100.00%
.0

107.1 128.0 148.0
5000 85.0
H | 12.00 12.50
o‘_m,‘mHH,HHHH‘H_H_m‘m m/z 149.00 100.00%
miz--> 20 40 60 100 120 140 160
Abundance #3505: 1,3- Butad|ene -1-carboxylic acid
271.0 H
5000 98.0 .
12 00 12.50
700 m/z 53.00 99.25%

O\ ‘ T M‘ H‘ T ’ T \ \ T ’ L ‘ L ‘ L ‘ L ‘ T T T
m/z--> 20 100 120 140 160
Abundance #3473 2 Furanmethanol
98.0
12.00 12.50
5000 m/z 57.05  99.25%

%

m/z--> 100 120 140 160
Abundance #106636 Carbonlc aC|d but-3-yn-1-yl octyl ester —— ——
3.0 115.0 12.00 12.50
710 m/z 42.60  94.99%

5000
0, 930 |l 1350 1550
el s

mlz--> 60 80 100 120 140 160 12.00 12.50

8270-BFO80421.M Mon Aug 09 15:48:20 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124991.D

Acqg On 8 Aug 2021 00:35
Operator : JU/CG

Sample : M3292-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownl13.827 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

13.827 3.25 ng 4878  Chrysene-di12 13.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isoxazole, trimethyl- 111 C6HINO 010557-82-1 9

2 2-Pentyne, 5-methoxy- 98 C6H100 062108-18-3 9

3 Cyclohexanemethanol, chlorodiflu... 226 C9H13C1lF202 1010376-25-9 9
4 Oxazole, trimethyl- 111 C6HIONO 020662-84-4 7

5 1-[1,2,4]Triazol-1-ylethanone 111 C4H5N30 015625-88-4 7

Abundance Scan 1996 (13.827 min): BF124991.D\data.ms (-1994) (- m/z 43.00 100.00%

T 83.0 111.1
67.0
5000
— —
13.50 14.00
e m/z 83.85 81.61%
m/z--> 20 40 60 80 100 120 140
Abundance #6900: Isoxazole, trimethyl-
430  68.0 96.0 111.0
5000
13.50 14.00
m/z 111.10  81.40%
O\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\
m/z--> 20 40 60 80 100 120 140
Abundance #3597: 2-Pentyne, 5-methoxy-
41.0 67.0
97.0
13.50 14.00
5000 ITI/Z 81.10 75.00%
I s
ol Ml i
miz--> 20 40 60 80 100 120 140
Abundance #107483: Cyclohexanemethanol, chlorodifluoroacetate
55.0 13.50 14.00
m/z 67.00 70.25%
83.0
5000
39/0
o150y L L L L %0 mso a0
m/z--> 20 40 60 80 100 120 140 13.50 14.00

8270-BF080421.M Mon Aug 09 15:48:20 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124991.D

Acqg On 8 Aug 2021 00:35
Operator : JU/CG

Sample : M3292-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownl4.474 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.474 2.21 ng 3316 Chrysene-d12 13.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thieno[2,3-b]pyridine-2-carboxam... 207 C9HIN30S 1000351-59-9 5
2 5-Acetamido-4,7-dioxo-4,7-dihydr... 207 C8H5N304 153136-27-7 4
3 Carbamate, N-(2-amino-2-thioxoet... 190 C7H14N202S 089226-13-1 4
4 2-Methylbenzene-1,4-diamine, tri... 410 C13H7F9N203 1000378-21-2 3
5 16,19-Secostrychnidine-10,16-dio... 410 C23H26N205 062421-68-5 3
Abundance Scan 2106 (14.474 min): BF124991.D\data.ms (-2104) (. m/z 57.00 100.00%
57.0 410.«
207.0
5000
——
14.50
0H“_‘HwHH,HH‘HH‘HH‘HH‘HH‘ ‘ m/z 410.40  95.07%
mlz--> 50 100 150 200 250 300 350 400
Abundance #84282: Thieno[2,3-b]pyridine-2-carboxamide, 3-amino-6
207.0
162.0
50001 44.0 118.0 i
14.50
m/z 207.00 53.81%
0 \h ’
m/z--> 50 100 150 200 250 300 350 400
Abundance #84184: 5-Acetamido-4,7-dioxo-4,7-dihydrobenzofurazan
207.0
165. 190 1fé50 45.14%
5000 68.0 ITI/Z . . o0
‘ 1110
miz--> 50 100 150 200 250 300 350 400
Abundance #65085: Carbamate, N-(2-amino-2-thioxoethyl)-, (1,1-dim i
57.0 14.50
m/z 411.40  45.14%
134.0
5000
190.0
oHMh “ S A
mlz--> 100 150 200 250 300 350 400 14.50

8270-BF080421.M Mon Aug 09 15:48:21 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124991.D

Acqg On 8 Aug 2021 00:35
Operator : JU/CG

Sample : M3292-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownl5.086 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.086 4.97 ng 6346  Perylene-d12 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, 6-ethyloct-3-yl pro... 272 C15H2804 1000309-34-0 40
2 3-Ethyl-3-methylheptane 142 C10H22 017302-01-1 38
3 7-Oxabicyclo[4.1.0]heptane, 1,5-... 126 C8H140 162239-52-3 38
4 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 36
5 Oxalic acid, butyl 6-ethyloct-3-... 286 C16H3004 1000309-34-2 36

Abundance Scan 2210 (15.086 min): BF124991.D\data.ms (-2206) (- m/z 57.05 100.00%
57.

0
85.0
5000
111.1 207.0
i ‘
15.00
0 e b e e e Mz 710100 80.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #163348: Oxalic acid, 6-ethyloct-3-yl propyl ester
43.0 85.0
5000 T A T T T ﬂ T T ﬂ
111.0 15.00
141.0 m/z 43.10 70.86%
Ot I \M‘\ \“M = T T “H\‘\ \h“ oty T T }‘\ T \:\L‘S\S\.\O\ BERE
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22111: 3-Ethyl-3-methylheptane
57.0
85.0 — ‘
15.00
5000 m/z 85.00 60.64%
20.0 113.0
0 |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #13150: 7-Oxabicyclo[4.1.0]heptane, 1,5-dimethyl- — L
43.0 15.00
71.0 m/z 55.00 36.99%
5000
95.0
‘ ‘ 126.0
o} H“H"Um,“uWm‘mwm_m ——
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124991.D

Acqg On 8 Aug 2021 00:35
Operator : JU/CG

Sample : M3292-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 15 unknownl5.898 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.898 3.15 ng 4020  Perylene-di12 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ether, methyl 1-octadecenyl 282 C19H380 026537-06-4 23
2 Octacosyl acetate 452 (C30H6002 018206-97-8 12
3 1-Tricosene 322 C23H46 018835-32-0 10
4 Heptane, 3,3-dimethyl- 128 C9H20 004032-86-4 9
5 Cyclopentanemethanol, .alpha.-cy... 227 C12H21NO3 103077-58-3 9
Abundance Scan 2348 (15.898 min): BF124991.D\data.ms (-2343) (- m/z 41.10 100.00%
41.1
95.0 207.0
5000
-k
‘ ‘ 15.50 16.00
O A B B S R e R m/z 71.00 80.92%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #176359: Ether, methyl 1-octadecenyl
71.0
5000 T M T n
15.50 16.00
m/z 95.00 70.04%
0 \‘|\“““M‘\“‘ TU\““]TZ?\(\)’ T \1\9\1\0\\2\5(‘)\0\\ L LN L
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #326466: Octacosyl acetate
43.0 97.0
15.50 16.00
5000 m/z 57.05 66.79%
0 | \‘ \Jl'w \\ A 12090 264.0 320.0 3920 452.1
AL A B e A o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227234: 1-Tricosene
43.0 )70 1550 1600
' m/z 81.00 65.65%
5000
0 ‘ ‘ ‘ h\ }115“ I 3220
e “‘H‘ "‘M““‘H““H““‘M““‘H“‘
m/z--> 50 100 150 200 250 300 350 400 450 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124991.D

Acqg On 8 Aug 2021 00:35
Operator : JU/CG

Sample : M3292-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownl5.980 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.980 2.20 ng 2805 Perylene-di12 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Aziridine, 1-(2-methyl-1-propenyl)- 97 C6H11N 080839-93-6 4
2 1H-Imidazol, 1-methyl-2-amino- 97 C4H7N3 006646-51-1 4
3 Oxazole, 4,5-dimethyl- 97 C5H7NO 020662-83-3 4
4 1H-Pyrrole-2,5-dione 97 C4H3NO02 000541-59-3 3
5 Isoxazole, 3,5-dimethyl- 97 C5H7NO 000300-87-8 2
Abundance Scan 2362 (15.980 min): BF124991.D\data.ms (-2360) (- m/z 97.10 100.00%
97.1 207.0
5000 550
Hi—
16.00
-ttt m/z 207.00  94.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3377: Aziridine, 1-(2-methyl-1-propenyl)-
41.0 917.0
5000
16.00
69.0 m/z 54.95 51.38%
O\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3317: 1H-Imidazol, 1-methyl-2-amino-
97.0
e
42.0 16.00
5000 m/z 41.00 20.49%
69.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3329: Oxazole, 4,5-dimethyl-
43.0 97.0 16.00
5000
15.0 70.0 ‘
0. S D
m/z--> 20 40 60 80 100 120 140 160 180 200

8270-BF080421.M Mon Aug 09 15:48:23 2021 Page: 20



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124991.D

Acqg On 8 Aug 2021 00:35
Operator : JU/CG

Sample : M3292-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownl6.386 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

16.386 2.37 ng 3024 Perylene-di12 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methane, isocyanato- 57 C2H3NO 000624-83-9 3

2 Acetonitrile, hydroxy- 57 C2H3NO 000107-16-4 3

3 6-(1,1-Dimethylethyl)-dihydropyr... 170 C9H1403 133286-44-9 2
4 Hexane, 3-ethyl-2,5-dimethyl- 142 C1OH22 052897-04-8 2

5 6-Nitro-8-methoxy-2H-chromene 207 C1OH9NO4 062063-07-4 2

Abundance Scan 2431 (16.386 min): BF124991.D\data.ms (-2426) (1 m/z 57.00 100.00%
54

.0
207.0
5000

16.00 16.50

ol e e e M/ 207.00 59.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #211: Methane, isocyanato-
57.0
5000
28.0 16.00 16.50
m/z 41.00  48.55%
O\\\\‘\‘\\“‘\\\““\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #215: Acetonitrile, hydroxy-
28.0
16.00 16.50
5000 56.0 m/z 43.05 41.28%

OMH

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46163: 6-(1,1-Dimethylethyl)-dinydropyran-2,4-dione
57.0

i1

“ T
16.00 16.50
m/z 55.00 8.43%

5000

ol M \H || 880 M50 1490 1700
AL ) 880 TP 1420 1700

[N L
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124991.D

Acqg On 8 Aug 2021 00:35
Operator : JU/CG

Sample : M3292-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownl6.674 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

16.674 2.08 ng 2661 Perylene-d12 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Piperidin-4-one, 1-furan-2-ylmet... 207 C12H17NO2 1000303-70-3 3
2 1,3-Benzodioxol-2-one, hexahydro... 142 C7H1003 020192-66-9 2

3 Allyl trifluoroacetate 154 C5H5F302 000383-67-5 2
4 Cyclopentanecarboxaldehyde 98 C6H100 000872-53-7 2

5 6-Nitro-8-methoxy-2H-chromene 207 C1OH9NO4 062063-07-4 2

Abundance Scan 2480 (16.674 min): BF124991.D\data.ms (-2476) (- m/z 41.10 100.00%

41.1 69.0 207.0
5000

16.50 17.00
(O R R N R e e R NRARS m/z 207.00 88.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #83856: Piperidin-4-one, 1-furan-2-ylmethyl-2,3-dimethyl-
81.0
5000
16.50 17.00
53.0 207.0 m/z 69.00 83.76%
0 Ll Ll \12\2\.0 150'0 178.0 | |
\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\!\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #22475: 1,3-Benzodioxol-2-one, hexahydro-, trans-
41.0 69.0
16.50 17.00
5000 m/z 81.00 72.24%
97.0
ow\“w,w‘u“‘_‘!‘u,uu_m_m‘HHWHWH_M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31594: Allyl trifluoroacetate -
41.0
69.0 16.50 17.00
m/z 57.00 42.82%
5000
L ee0 1239 1540
o e i e e e |
m/z--> 20 40 60 80 100 120 140 160 180 200 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124991.D

Acqg On 8 Aug 2021 00:35
Operator : JU/CG

Sample : M3292-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownl6.968 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.968 2.66 ng 3396 Perylene-d12 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Cyclopropyl-1,3-benzothiazole-... 207 C1OH9ONS2 1000410-30-3 4
2 Ethyl 5-(furan-2-yl)-1,2-oxazole... 207 C1OH9NO4 1000411-40-9 2
3 Methane, isocyanato- 57 C2H3NO 000624-83-9 1
4 Azetidine 57 C3H7N 000503-29-7 1
5 Cyclopropane carboxamide, 2-cycl... 207 C13H21NO 331416-19-4 1
Abundance Scan 2530 (16.968 min): BF124991.D\data.ms (-2528) (- m/z 57.00 100.00%
57.0
5000
207.0
17.00
-7 m/z 41.00 77.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #83510: 3-Cyclopropyl-1,3-benzothiazole-2-thione
41.0
5000
108.0 m/z 207.00 19.79%
135.0 166.
0- ““\ iyt ’h\ \‘\ T “\ \‘\‘1 T U\ T "\H\ \‘\ i T \”\ T \H T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #83488: Ethyl 5-(furan-2-yl)-1,2-oxazole-3-carboxylate
29.0
17.00
5000 95.0
135.0 207.0
‘ ‘ 68.0 162.0
0“H‘uMNp‘mw‘dmwu‘wpk‘W‘H;‘H‘wh‘u“u‘wl‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #211: Methane, isocyanato-
57.0
5000 28.0
Ol e e
m/z--> 20 40 60 80 100 120 140 160 180 200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124991.D

Acqg On 8 Aug 2021 00:35
Operator : JU/CG

Sample : M3292-01 5X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownl7.862 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

17.862 2.15 ng 2745  Perylene-d12 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Amino-2-(2-methylpropyl)-1,3-0... 207 C10H13N302 1000501-04-4 3
2 3-Cyclopropyl-1,3-benzothiazole-... 207 C1OH9NS2 1000410-30-3 2
3 Ethyl 5-(furan-2-yl)-1,2-oxazole... 207 C1OHI9NO4 1000411-40-9 2
4 Cyclopropane carboxamide, 2-cycl... 207 C13H21INO 331416-19-4 1

5 Furazano[3,4-b]pyrazin-5(4H)-one... 207 C8H9N502 332099-72-6 1

Abundance Scan 2682 (17.862 min): BF124991.D\data.ms (-2678) (- m/z 43.00 100.00%

43.0
5000
= ‘
20‘7'0 1750 18.00
Obrer b e e e e M/Z 55,10 84.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #83396: 5-Amino-2-(2-methylpropyl)-1,3-oxazole-4-carbo
43.0
123.0
5000
165.0 17.50 18.00
m/z 57.00 33.78%
207.0
0 150 | 84.0 \ L) ‘
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #83510: 3-Cyclopropyl-1,3-benzothiazole-2-thione
41.0
17.50 18.00
5000 192.0 ITI/Z 207 .00 15.41%
76.0
108.0
135.0 166. ‘
01 ‘WNM‘WJHH‘mH‘JM‘NNJ‘M‘NW‘H‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #83488: Ethyl 5-(furan-2-yl)-1,2-oxazole-3-carboxylate
29.0 17.50 18.00
5000 95.0
135.0 207.0
51.0 162.0
IO O N G N
m/z--> 20 40 60 80 100 120 140 160 180 200
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124991.D

Acqg On : 8 Aug 2021 ©00:35
Operator : JU/CG

Sample : M3292-01 5X

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown5.022 5.022 4.2 ng 7664 1 6.828 36778 20.0
unknown10.198 10.198 2.0 ng 4966 3  9.869 49238 20.0
Undecane, 3,6-d... 10.781 4.4 ng 11774 4 11.351 53773 20.0
unknown10.986 10.986 2.3 ng 6294 4 11.351 53773 20.0
2,6,10-Trimethy... 11.245 10.5 ng 28260 4 11.351 53773 20.0
unknownll1.463 11.463 2.7 ng 7261 4 11.351 53773 20.0
unknown11.592 11.592 4.7 ng 12699 4 11.351 53773 20.0
unknownl11.869 11.869 2.5 ng 6731 4 11.351 53773 20.90
unknown11.957 11.957 4.5 ng 12107 4 11.351 53773 20.0
unknownl2.016 12.016 2.7 ng 7264 4 11.351 53773 20.0
unknown12.110 12.110 2.3 ng 6073 4 11.351 53773 20.0
unknown13.827 13.827 3.3 ng 4878 5 13.992 30017 20.0
unknownl14.474 14.474 2.2 ng 3316 5 13.992 30017 20.0
unknownl15.086 15.086 5.0 ng 6346 6 15.451 25538 20.0
unknown15.898 15.898 3.1 ng 4020 6 15.451 25538 20.0
unknown15.980 15.980 2.2 ng 2805 6 15.451 25538 20.0
unknownl16.386 16.386 2.4 ng 3024 6 15.451 25538 20.0
unknownl6.674 16.674 2.1 ng 2661 6 15.451 25538 20.0
unknown16.968 16.968 2.7 ng 3396 6 15.451 25538 20.0
unknownl17.862 17.862 2.1 ng 2745 6 15.451 25538 20.0
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