LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124364.D

Acqg On : 17 Jun 2021 15:45
Operator : JU/CG

Sample : M2736-01 2X

Misc :

ALS Vvial : 12 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-BF060321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124364.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.404 562 564 572 rBV 114803 131895 42.71% 3.578%
2 6.428 736 738 752 rBB 135998 156848 50.79% 4.254%
3 6.781 795 798 803 rVB 262470 212257 68.73% 5.757%
4 7.345 891 894 898 rBV 92812 72496 23.47% 1.966%
5 7.381 898 900 903 rVB 6107 4704  1.52% 0.128%
6 7.816 971 974 979 rBv3 3277 4186 1.36% 0.114%
7 8.004 998 1006 1007 rBV3 6150 10241 3.32% 0.278%
8 8.069 1011 1017 1020 rVV 341158 283862 91.91% 7.700%
9 8.128 1026 1027 1030 rVB 14565 9100 2.95% 0.247%
10 8.275 1048 1052 1057 rVB4 6343 7866  2.55% 0.213%
11 8.357 1064 1066 1069 rBV3 9037 9526 3.08% 0.258%
12 8.410 1073 1075 1079 rBV3 7550 7364 2.38% 0.200%
13 8.445 1079 1081 1085 rVB2 7990 9289 3.01% 0.252%
14  8.492 1085 1089 1091 rBV2 19726 22222 7.20% 0.603%
15 8.575 1100 1103 1106 rBV3 6735 6924 2.24% 0.188%
16 8.616 1106 1110 1111 rBV3 4883 5717 1.85% 0.155%
17 8.663 1115 1118 1120 rVV 26838 23988 7.77% 0.651%
18 8.722 1126 1128 1130 rBV3 6553 6552 2.12% ©.178%
19 8.757 1130 1134 1137 rVB3 10010 13164 4.26% 0.357%
20 8.822 1141 1145 1146 rBV3 3929 5036 1.63% 0.137%
21 8.875 1150 1154 1155 rBV4 3820 4421 1.43% 0.120%
22 8.886 1155 1156 1160 rVB4 9115 7874 2.55% 0.214%
23 8.939 1163 1165 1168 rBV3 7560 8867 2.87% 0.241%
24 9.022 1176 1179 1183 rVB4 9517 10357 3.35% 0.281%
25 9.057 1183 1185 1188 rVB4 8747 8011 2.59% 0.217%
26 9.086 1188 1190 1195 rBV3 26455 26465 8.57% 0.718%
27  9.139 1196 1199 1203 rVB 226769 189959 61.51% 5.153%
28 9.228 1208 1214 1217 rVWV 36712 38181 12.36% 1.036%
29 9.269 1217 1221 1223 rVV3 7739 10481 3.39% 0.284%
30 9.292 1223 1225 1228 rVWwv2 12020 12124 3.93% 0.329%
31 9.339 1230 1233 1236 rBvV3 7243 7372 2.39% 0.200%
32 9.416 1244 1246 1249 rBvV3 5358 4417 1.43% 0.120%
33 9.463 1249 1254 1255 rBV5 8012 9046 2.93% 0.245%
34 9.498 1258 1260 1263 rvv3 9410 10940 3.54% 0.297%
35 9.545 1263 1268 1270 rVV4 33547 33668 10.90% 0.913%
36 9.569 1270 1272 1276 rVB4 16299 12625 4.09% 0.342%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124364.D

Acqg On : 17 Jun 2021 15:45
Operator : JU/CG

Sample : M2736-01 2X

Misc :

ALS Vvial : 12 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-BF060321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.604 1276 1278 1280 rBV3 14357 11738 3.80% ©.318%
38 9.686 1289 1292 1297 rBV5 8424 10594  3.43% 0.287%
39  9.728 1297 1299 1301 rwv2 7915 7557 2.45%  0.205%
40  9.751 1301 1303 1308 rvv2 33177 32733 10.60% ©0.888%
41  9.792 1308 1310 1312 rVV2 8274 8407 2.72%  ©.228%
42 9.822 1312 1315 1319 rVV 372774 308841 100.00%  8.377%
43  9.857 1319 1321 1323 rVB3 12498 9143 2.96% 0.248%
44 9.933 1329 1334 1336 rVB5 5489 5649 1.83% ©.153%
45  9.980 1340 1342 1345 rVv4 4938 5575 1.81% ©.151%
46 10.016 1345 1348 1354 rW7 5771 14594  4.73%  0.396%
47 10.075 1355 1358 1362 rVB5 7379 11122 3.60% ©.302%
48 10.251 1385 1388 1391 rVB 30382 28419 9.20% 0.771%
49 10.286 1391 1394 1396 rBV3 5143 6139 1.99% 0.167%
50 10.310 1396 1398 1403 rVvv4 6227 7687 2.49% 0.209%
51 10.375 1403 1409 1415 rWw7 8700 15697 5.08% 0.426%
52 10.475 1421 1426 1432 rVB3 16797 24760 8.02% 0.672%
53 10.527 1432 1435 1438 rBV3 6276 5145 1.67% ©0.140%
54 10.557 1438 1440 1444 rBV4 5549 6092 1.97% ©.165%
55 10.592 1444 1446 1447 rBV 9148 5909 1.91% ©.160%
56 10.616 1447 1456 1453 rVB2 79409 72389 23.44%  1.964%
57 10.727 1466 1469 1474 rBV2 23406 38692 12.53% 1.050%
58 10.869 1488 1493 1495 rVB4 5156 7449 2.41%  ©0.202%
59 10.922 1498 1502 1504 rVwv4 6570 9783 3.17% 0.265%
60 10.951 1505 1507 1511 rVB3 8598 6641 2.15% ©.180%
61 11.174 1540 1545 1547 rBV3 24525 22208 7.19% 0.602%
62 11.204 1547 1550 1553 rVB 18886 18060 5.85% 0.490%
63 11.263 1557 1560 1565 rBV7 10755 17456 5.65% ©0.473%
64 11.310 1565 1568 1571 rBV 324620 268143 86.82% 7.273%
65 11.333 1571 1572 1575 rW 45186 31627 10.24% ©0.858%
66 11.363 1575 1577 1579 rVB3 5131 4620 1.50% 0.125%
67 11.386 1579 1581 1584 rBV2 16767 15970 5.17% ©.433%
68 11.533 1600 1606 1608 rBV7 7425 12889 4.17% 0.350%
69 11.551 1608 1609 1614 rVB4 7355 9064  2.93% 0.246%
70 11.604 1614 1618 1621 rBV3 21861 20312 6.58% ©0.551%
71 11.704 1629 1635 1637 rBV5 10157 14574  4.72%  ©.395%
72 11.757 1643 1644 1646 rBV2 5624 4574  1.48% 0.124%
73 11.774 1646 1647 1651 rVV3 6406 6263 2.03% 0.170%
74 11.816 1651 1654 1656 rBV3 11900 13921 4.51% ©.378%
75 11.839 1656 1658 1661 rvv4 12577 12471 4.04% ©0.338%
76 11.892 1664 1667 1669 rBvV4 8941 9502 3.08% 0.258%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124364.D

Acqg On : 17 Jun 2021 15:45
Operator : JU/CG

Sample : M2736-01 2X

Misc :

ALS Vvial : 12 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-BF060321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
77 11.927 1669 1673 1675 rBV3 22599 22499 7.28% 0.610%
78 12.010 1683 1687 1689 rBvV4 24011 23447 7.59% 0.636%
79 12.145 1708 1710 1713 rVB3 10143 11052 3.58% 0.300%
80 12.174 1713 1715 1717 rBV3 8445 8009 2.59% 0.217%
81 12.210 1719 1721 1724 rVB4 5551 5210 1.69% 0.141%
82 12.239 1724 1726 1728 rBV2 10104 8147 2.64% 0.221%
83 12.292 1733 1735 1737 rVB3 10706 8054 2.61% 0.218%
84 12.363 1743 1747 1749 rBV5 21751 27690 8.97% 0.751%
85 12.392 1749 1752 1753 rVv2 41682 42724 13.83% 1.159%
86 12.410 1753 1755 1758 rVB3 54205 48635 15.75% 1.319%
87 12.527 1771 1775 1778 rBV 121538 100151 32.43% 2.717%
88 12.563 1780 1781 1783 rBV2 9035 7235 2.34% 0.196%
89 12.733 1808 1810 1811 rBV2 22567 18158 5.88% 0.493%
99 12.757 1811 1814 1820 rVB 106052 128879 41.73% 3.496%
91 12.839 1826 1828 1829 rVB2 9170 4962 1.61% 0.135%
92 12.892 1834 1837 1842 rVV 180178 179156 58.01% 4.860%
93 12.974 1849 1851 1852 rBV2 13322 9277 3.00% 0.252%
94 13.127 1875 1877 1879 rBV3 20244 16475 5.33% 0.447%
95 13.151 1879 1881 1883 rVB3 19807 15179 4.91% 0.412%
96 13.192 1883 1888 1889 rBV5 20740 28010 9.07% 0.760%
97 13.280 1901 1903 1905 rBV3 15846 9138 2.96% 0.248%
98 13.957 2014 2018 2021 rBV2 254487 231886 75.08% 6.290%
99 15.415 2263 2266 2273 rVB2 135894 184043 59.59% 4.992%
100 18.603 2806 2808 2809 rVB2 13395 8222 2.66% 0.223%
Sum of corrected areas: 3686692
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124364.D

Acqg On : 17 Jun 2021 15:45
Operator : JU/CG

Sample : M2736-01 2X

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF124364.D\data.ms
400000
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Abundance TIC: BF124364.D\data.ms
400000 9.822
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Abundance TIC: BF124364.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124364.D

Acqg On : 17 Jun 2021 15:45
Operator : JU/CG

Sample : M2736-01 2X

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 Octane, 3,5-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.228 2.47 ng 38181 Acenaphthene-die 9.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 72
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 64
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 64
4 Hexadecane 226 C1l6H34 000544-76-3 53
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 53

Abundance Scan 1214 (9.228 min): BF124364.D\data.ms (-1208) (-) m/z 56.95 100.00%
57.0

3

5000
85.0
AR RRRRET AR
“ 112.2130.8 9.00 9.20 9.40 9.60
oL s Al . m/z 71.1@  58.70%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19195: Octane, 3,5-dimethyl-
57.0
5000
9.00 9.20 9.40 9.60
29.0 850 m/z 43.10 48.18%
LIl 0 1
O‘\\\\"\\‘\‘\}\‘\\\\‘\\}\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48875: Undecane, 2,6-dimethyl-
57.0 ,f\
R RALALRRRE R
9.00 9.20 9.40 9.60
5000 ITI/Z 85.00 36.17%
29.0 98.0
ol 70 | o st
miz--> 20 40 60 80 100 120 140 160 180
Abundance #71410: Dodecane, 2,6,10-trimethyl-
57.0 9.00 9.20 9.40 9.60
m/z 69.10 33.26%
5000 85.0
29.0 127.0
ol bl o g J - asse 1880 |
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124364.D

Acqg On : 17 Jun 2021 15:45
Operator : JU/CG

Sample : M2736-01 2X

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.545 2.18 ng 33668 Acenaphthene-die 9.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 64
2 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 64
3 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 59
4 Pentadecane 212 C15H32 000629-62-9 59
5 Tetratetracontane 619 C44H90 007098-22-8 59

Abundance Scan 1268 (9.545 min): BF124364.D\data.ms (-1263) (-) m/z 57.00 100.00%

57.0
5000
\ \ ‘

I
140.8 174.3 9.50

1.2
ol ““ | m/z 71.15  79.93%
miz--> 50 100 150 200 250
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0

m/z 43.05 70.29%

99.0
0 L‘ L L17 1410 1830 230 296
T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘
miz--> 50 100 150 200 250
Abundance #105903: Hexadecane, 7,9-dimethyl-
57.0
S \

9.50
5000 m/Z 55.05 53.56%
113.0 155.0
ok b L LT T ae70 00
m/z--> 50 100 150 200 250
Abundance § #48914: Nonane, 3-methyl-5-propyl- T ‘
57.0 9.50

m/z 85.10 47.04%

5000
7.0 112.0
N Y N Y S

m/z--> 50 100 150 200 250 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124364.D

Acqg On : 17 Jun 2021 15:45
Operator : JU/CG

Sample : M2736-01 2X

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 Tritetracontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.751 2.12 ng 32733  Acenaphthene-die 9.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tritetracontane 605 C43H88 007098-21-7 72
2 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 72
3 Sulfurous acid, 2-propyl undecyl... 278 C14H3003S 1000309-12-2 64
4 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 64
5 Pentadecane 212 C15H32 000629-62-9 64

Abundance Scan 1303 (9.751 min): BF124364.D\data.ms (-1301) (-) m/z 57.10 100.00%
57.1

5000

S

9.50 10.00
_H\pJHWMHMMH‘H‘WH‘W‘H‘_H‘_‘H_‘H‘HH‘H‘W“ m/z 43.00  71.35%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57.0
——

o

5000
9.50 10.00
m/z 71.05 50.46%
ok l J27.0197.0 267.0337.0  463.0533.0 604.(
‘\\\\‘\\\\‘\\\T[\ff\W\\T‘\Tf\‘T\\W"\\W\‘\f\\}\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #134594: Octadecane, 1-chloro-
57.0 W
ity
9.50 10.00
5000 m/z 85.00 36.90%

Hr33 0203.0 288.0

\l In u

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #125659: Sulfurous acid, 2-propyl undecyl ester
43.0 9.50 10.00

m/z 41.00 35.78%
| KL. |, 18502190

0l _m_m_Mwwwm_m‘wwwwww
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 600 9.50 10.00

e

5000

.
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124364.D

Acqg On : 17 Jun 2021 15:45
Operator : JU/CG

Sample : M2736-01 2X

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 Sulfurous acid, butyl undec... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.727 2.89 ng 38692  Phenanthrene-die 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 53
2 1-TIodoundecane 282 C11H23I 004282-44-4 50
3 Tetradecane 198 C14H30 000629-59-4 50
4 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 47
5 Heptadecane 240 C17H36 000629-78-7 47

Abundance Scan 1469 (10 727 min): BF124364.D\data.ms (-1466) (1 m/z 57.05 100.00%

> M
— —
‘ 1261 10.50 11.00
ol ‘J‘M Ll ”‘ LA ”‘ — m/z 43.00  79.94%
mlz--> 100 150 200 250
Abundance #137567: Sulfurous acid, butyl undecyl ester
57.0
5000 U, ——
10.50 11.00
m/z 71.00 45 .44%
il L7 0
O T \‘\ ‘\ ‘ ‘\ 1 \h\‘ T T T \ “‘\ T T T ‘ \.\ T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #128607: 1-lodoundecane
57.0
10.50 11.00
5000 m/z 55.00 43.35%
27.0 99.0 155.0
P T | 197.0 282.(
—eple e
miz--> 50 100 150 200 250
Abundance #59880: Tetradecane T ——
57.0 10.50 11.00
m/z 85.20 40.10%
5000
99.0
27“-0‘ T, 1410 1980
ob b b e
m/z--> 50 100 150 200 250 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124364.D

Acqg On : 17 Jun 2021 15:45
Operator : JU/CG

Sample : M2736-01 2X

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 Benzene, (2-methylene-1-phe... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.363 2.07 ng 27690  Phenanthrene-die 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methylene-1-phenylcy... 206 Cl6H14 025152-47-0 76
2 [14]Annulene, 1,6:8,13-bis(metha... 206 C16H14 085385-68-8 68
3 Phenanthrene, 3,6-dimethyl- 206 Cl6H14 001576-67-6 64
4 1,4-Diphenyl-1,3-butadiene 206 Cl6H14 000886-65-7 62
5 Naphthalene, 1,2-dihydro-4-phenyl- 206 C1l6H14 007469-40-1 60

Abundance Scan 1747 (12.363 min): BF124364.D\data.ms (-1743) (-} m/z 206.20 100.00%

206.2 }\/M
5000
i) L MAMM | e

12.00 12.50
m/z 191.10 54.66%

0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #66297: Benzene, (2-methylene-1-phenylcyclopropyl)-
206.0

:

5000
12.00 12.50

m/z 207.10  37.92%

128.0 165.0

O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance  #66294: [14]Annulene, 1,6:8,13-bis(methano)-, syn
206.0

T
12.00 12.50

5000 m/z 67.10 36.01%

39.0 63.0 115.0 1520

r

0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66266: Phenanthrene, 3,6-dimethyl- — —
206.0 12.00 12.50
m/z 189.00 35.64%
5000
102.0
O 270 51'0\ 7?'9\“ ‘ \H‘ 139'()\\\16\\5.0\\\ Hh ‘
R A RABAGRaA RS Eeas o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124364.D

Acqg On : 17 Jun 2021 15:45
Operator : JU/CG

Sample : M2736-01 2X

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 Spiro[3.5]nonan-1-one, 5-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.392 3.19 ng 42724  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Spiro[3.5]nonan-1-one, 5-methyl-... 152 C1@H160 065147-56-0 58
2 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 50
3 Carane, 4,5-epoxy-, trans 152 C10H160 006909-20-2 46
4 Cyclopentane, 1-methyl-3-(2-meth... 138 C10H18 075873-01-7 46
5 13-Tetradece-11-yn-1-0l 208 C14H240 1000131-00-4 46

Abundance Scan 1752 (12.392 min): BF124364.D\data.ms (-1749) (. m/z 81.05 100.00%
55.0 81.0

5000 110.2

149.2 1901 ‘ ‘ ‘

Ll [T -
RARRARARLAR AR EARa H“H“‘H‘_H‘_ m/z 55.00 97.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #25235: Spiro[3.5]nonan-1-one, 5-methyl-, trans- WNWN

81.0
‘

%

o

5000 a1 T
.0 109.0 1520 12.00 12.50
: m/z 57.10 88.46%
O‘H\\“H\M\‘\‘H“‘HH“\!\\‘H\‘\‘\H‘\‘HH‘\H\‘HH‘\\H‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #25429: trans-Decalin, 2-methyl-
81.0
— ——
55.0 152.0 12.00 12.50
5000 m/z 67.00 78.19%
29.0 109.0
o} ‘W1NW‘MWNHW‘HW‘HW‘HW‘HW‘HW‘HW‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #25136: Carane, 4,5-epoxy-, trans - —T—
81.0 12.00 12.50
41.0 m/z 41.05 73.09%
5000
123.0
152 0
o} — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00 12.50

8270-BF060321.M Fri Jun 18 13:27:34 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124364.D

Acqg On : 17 Jun 2021 15:45
Operator : JU/CG

Sample : M2736-01 2X

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 13-Methyltetradec-9-enoic a... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.410 3.63 ng 48635  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Methyltetradec-9-enoic acid m... 254 C16H3002 1000365-89-8 50
2 Formic acid, hept-3-yl ester 144 C8H1602 1000368-76-5 27
3 3-Nonenoic acid, methyl ester 170 C10eH1802 013481-87-3 27
4 9-Hexadecenoic acid, methyl este... 268 C17H3202 001120-25-8 27
5 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 22
Abundance Scan 1755 (12.410 min): BF124364.D\data.ms (-1753) (. m/z 55.00 100.00%
55.0
5000 96.0 WWW
——
il
O b m/z 69.05  95.74%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #105750: 13-Methyltetradec-9-enoic acid methyl ester
55.0
5000 — 1
12.50
1670 9290 m/z 74.10 75.44%
. ' " 254.0
O,
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #20911: Formic acid, hept-3-yl ester
69.0 M A
| AN
12.50
m/z 96.00 48.76%
50001 41.0 98.0
0‘wﬂwwwJMmHﬂMHyHNMHW‘HWH‘WHH_‘H_H‘VHW‘H
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #37976: 3-Nonenoic acid, methyl ester
410 740 12.50
m/z 58.90  43.85%
5000
138.0
111.0
0 \“ H‘H Y 170.0
e H—— o
m/z--> 20 40 60 80 100120140160 180200220 240260 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124364.D

Acqg On : 17 Jun 2021 15:45
Operator : JU/CG

Sample : M2736-01 2X

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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 unknownl13.192 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.192 2.42 ng 28010 Chrysene-d12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Hydroxy-6-methyl-1-pyridin-2-y... 216 C12H12N202 1000318-25-4 43
2 5-Nitro-2,3-dimethyl-1,7-dimethy... 216 C12H12N202 056147-50-3 38
3 2,3,5,6,7,8-Hexahydro-3-(hydroxy... 216 C12H12N202 107976-77-2 35
4 9,10-Dihydro-9-oxa-10-phosphaphe... 216 C12H902P 035948-25-5 32
5 Hydrazidiamantane 216 C14H20N2 1000138-39-6 27

Abundance Scan 1888 (13.192 min): BF124364.D\data.ms (-1883) (1  m/z 216.10 100.00%
216.1

5000
13.00 13.50
0! m/z 93.30 46.67%
m/z--> 40 60 80 100120 140160 180 200 220 240 260 280
Abundance #74022: 4-Hydroxy-6-methyl-1-pyridin-2-ylmethyl-1H-pyri
216.0
5000 'JM“ T T T T T
13.00 13.50
m/z 189.15 33.95%
O,
m/z--> 40 60 80 100120 140 160 180 200 220 240 260 280
Abundance  #73998: 5-Nitro-2,3-dimethyl-1,7-dimethyleneindole
170.0 216.0
A A
57.0 13.00 13.50
5000 m/z 95.10 33.66%
TS0
NF IV T O
m/z--> 40 60 80 100120140160180200220240260280
Abundance #74030: 2,3,5,6,7,8-Hexahydro-3-(hydroxyimino)-1H-ben; —— —
216.0 13.00 13.50
m/z 121.10 33.63%
170.0
5000
39.0 78.0 ‘
Rt I R ol
m/z--> 40 60 80 100120 140160 180 200 220 240 260 280 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061721\
Data File : BF124364.D

Acqg On : 17 Jun 2021 15:45
Operator : JU/CG

Sample : M2736-01 2X

Misc :

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.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|
Octane, 3,5-dim... 9.228 2.5 ng 38181 3 9.822 308841 20.0
Heptadecane, 2,... 9.545 2.2 ng 33668 3 9.822 308841 20.0
Tritetracontane 9.751 2.1 ng 32733 3 9.822 308841 20.0
Sulfurous acid,... 10.727 2.9 ng 38692 4 11.310 268143 20.0
Benzene, (2-met... 12.363 2.1 ng 27690 4 11.310 268143 20.0
Spiro[3.5]nonan... 12.392 3.2 ng 42724 4 11.310 268143 20.0
13-Methyltetrad... 12.410 3.6 ng 48635 4 11.310 268143 20.0
unknown13.192 13.192 2.4 ng 28010 5 13.957 231886 20.0
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