LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31821\
Data File : BF123391.D

Acqg On : 18 Mar 2021 19:23 Instrument :
Operator : JU/CG BNA_F

Sample : M1706-02 ClientSampleld :
Misc : COMP:P-1:P-2:P-3:P-4

ALS Vvial : 14 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-BF031721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123391.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.334 37 42 49 rVB2 26202 46564 1.29% ©0.080%
2 4.998 492 495 502 rVB 79242 95740 2.66% 0.165%
3 5.416 562 566 584 rBV 3548675 3599252 100.00% 6.206%
4 6.434 735 739 755 rBV 3661841 3589828 99.74% 6.190%
5 6.787 796 799 808 rBV 1280612 1107085 30.76% 1.909%
6 7.351 891 895 898 rBV 2642144 2376972 66.04% 4.099%
7 7.434 905 909 917 rBV 278475 239342 6.65% 0.413%
8 8.016 1005 1008 1012 rBVS5 29404 49073 1.36% ©0.085%
9 8.075 1012 1018 1021 rVV 1674189 1706062 47.40% 2.942%
10 8.134 1021 1028 1031 rVv2 99340 150171 4.17% 0.259%
11  8.275 1050 1052 1055 rBvV2 47765 52773 1.47% 0.091%
12 8.310 1055 1058 1060 rBV3 62176 80018 2.22% 0.138%
13 8.369 1065 1068 1070 rVV3 198315 230633  6.41% 0.398%
14  8.422 1074 1077 1079 rVV 203949 181396 5.04% 0.313%
15 8.451 1079 1082 1086 rVV2 270014 282699 7.85% 0.487%
16 8.498 1086 1090 1092 rBV 516634 546757 15.19%  0.943%
17 8.516 1092 1093 1095 rVV2 226082 182030 5.06% 0.314%
18 8.539 1095 1097 1099 rVB 182838 160955 4.47% 0.278%
19 8.669 1115 1119 1121 rBV 1233669 997991 27.73% 1.721%
20 8.710 1121 1126 1127 rBV2 117154 168670 4.69% 0.291%
21 8.763 1132 1135 1138 rVB2 294948 366800 10.19% 0.632%
22 8.951 1164 1167 1171 rBV4 366534 534041 14.84% 0.921%
23 9.033 1178 1181 1184 rBvV2 391197 370205 10.29% 0.638%
24  9.075 1184 1188 1189 rBV2 377569 387564 10.77% 0.668%
25 9.098 1189 1192 1195 rVB 813162 656288 18.23% 1.132%
26 9.151 1197 1201 1204 rVV 3663946 3288933 91.38% 5.671%
27  9.233 1211 1215 1218 rBV 1635166 1629937 45.29%  2.811%
28 9.557 1265 1270 1272 rBV3 972900 1350008 37.51% 2.328%
29 9.645 1283 1285 1291 rVB3 520208 642836 17.86% 1.108%
30 9.698 1291 1294 1297 rBV2 465017 607035 16.87% 1.047%
31  9.739 1299 1301 1303 rVV 669305 641548 17.82% 1.106%
32 9.763 1303 1305 1310 rVV 1108141 999026 27.76% 1.723%
33 9.828 1314 1316 1321 rVB 1649216 1583221 43.99% 2.730%
34 9.869 1321 1323 1326 rBV2 240846 251364 6.98% 0.433%
35 9.992 1342 1344 1347 rBV2 217112 255985 7.11% 0.441%

36 10.086 1357 1360 1364 rBV2 437254 455596 12.66% 0.786%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31821\
Data File : BF123391.D

Acqg On : 18 Mar 2021 19:23

Operator : JU/CG

Sample : M1706-02

Misc : COMP:P-1:P-2:P-3:P-4

ALS Vvial : 14 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-BF031721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 10.239 1383 1386 1388 rBV2 355160 334580 9.30% ©.577%
38 10.263 1388 1390 1393 rVB 1463608 1097717 30.50%  1.893%
39 10.486 1424 1428 1430 rBV 763147 755145 20.98% 1.302%
40 10.533 1434 1436 1439 rVB 221766 193645 5.38% ©.334%
41 10.569 1439 1442 1445 rBV2 223269 219972 6.11% ©.379%
42 10.622 1445 1451 1454 rBV2 1643128 1678125 46.62%  2.894%
43 10.739 1468 1471 1480 rVB 1837153 2529429 70.28% 4.362%
44 10.927 1501 1503 1505 rBV 300706 281173 7.81% ©.485%
45 10.998 1512 1515 1517 rBV 156724 131460 3.65% ©.227%
46 11.022 1517 1519 1522 rBV 189408 141882 3.94%  0.245%
47 11.063 1523 1526 1528 rBV 627237 563770 15.66% ©.972%
48 11.186 1544 1547 1549 rBV 2002521 1585378 44.05%  2.734%
49 11.216 1549 1552 1559 rVB 1208002 1335834 37.11% 2.303%
50 11.316 1566 1569 1574 rBV 1375130 1436974 39.92% 2.478%
51 11.363 1575 1577 1582 rVB 297053 461496 12.82% 0.796%
52 11.433 1587 1589 1591 rBV2 261138 191681 5.33% 0.331%
53 11.457 1591 1593 1597 rBV 304103 308653 8.58% ©.532%
54 11.498 1597 1600 1603 rBV 409516 383072 10.64% ©.661%
55 11.527 1603 1605 1607 rBV 231135 193729 5.38% ©.334%
56 11.569 1609 1612 1615 rVB 399280 351800 9.77% 0.607%
57 11.616 1617 1620 1624 rBV 1513491 1360996 37.81%  2.347%
58 11.780 1645 1648 1653 rBV 564656 844323 23.46% 1.456%
59 11.851 1657 1660 1662 rBV 460550 430969 11.97% 0.743%
60 11.880 1662 1665 1668 rBV2 631123 607538 16.88%  1.048%
61 11.916 1668 1671 1674 rBV2 621299 830257 23.07% 1.432%
62 12.027 1687 1690 1693 rBV 1197847 1210346 33.63% 2.087%
63 12.174 1713 1715 1718 rBV 555958 734450 20.41%  1.266%
64 12.310 1734 1738 1741 rBV2 934060 1199282 33.32% 2.068%
65 12.416 1754 1756 1759 rBV 920595 917202 25.48% 1.582%
66 12.557 1777 1780 1786 rBV 764964 1270329 35.29%  2.190%
67 12.792 1817 1820 1822 rBV 569479 550403 15.29% ©.949%
68 12.910 1836 1840 1848 rBvV2 1992553 3489627 96.95% 6.017%
69 13.951 2015 2017 2019 rBV 716898 507374 14.10% 0.875%

Sum of corrected areas: 57993009
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31821\
Data File : BF123391.D

Acqg On : 18 Mar 2021 19:23

Operator : JU/CG

Sample : M1706-02

Misc . COMP:P-1:P-2:P-3:P-4

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©31721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF123391.D\data.ms
4000000
5.416 6.434
3000000
7.351
2000000
6.787
1000000
434
0 2.334 4.998
\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 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
Abundance TIC: BF123391.D\data.ms
9.151 12.910
4000000
124265572 9
12.310
3000000 ) 233 11186 ., 616 12.027
16 12.17
1.
2000000 11 b 11, 880,
8.075 8.669 9.098 11.06 ‘ ‘ 19 w‘m
5 1 LBORTET
( R
LA
1000000 it i
0l—=r— —— —— —— —r— —— —— — — — —
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF123391.D\data.ms
13.951
4000000
3000000
2000000
1000000
0 T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

8270-BF031721.M Fri Mar 19 08:19:07 2021 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31821\
Data File : BF123391.D

Acqg On : 18 Mar 2021 19:23

Operator : JU/CG

Sample : M1706-02

Misc : COMP:P-1:P-2:P-3:P-4

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©31721.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 Tridecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.669 11.70 ng 997991 Naphthalene-d8 8.075

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 86
2 Tetradecane 198 C14H30 000629-59-4 86
3 Dodecane 170 C12H26 000112-40-3 86
4 Hexadecane 226 C16H34 000544-76-3 86
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78

Abundance Scan 1119 (8.669 min): BF123391.D\data.ms (-1115) (-) m/z 57.05 100.00%
57.0

5000
85.1
RS EERRR RS
H 1131 141.1163.1184.2 8.40 8.60 8.80 9.00
ol b A e2Ree 1ALI163I882 nyz a3.05  78.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48834: Tridecane
57.0
5000 850 L B B L LR B
8.40 8.60 8.80 9.00
29.0 m/z 71.10 49.70%
L 120 a0 1840
O\\\‘\\\\‘\\\ ‘\\\\"\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘f\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59880: Tetradecane
57.0
S
8.40 8.60 8.80 9.00
5000 85.0 m/z 41.05 32.24%
29.0
om_“‘wmw_J‘m,‘!uu“_l‘lwg‘?uu‘l‘d"l‘?‘“1‘6‘9‘9“‘1‘9‘8_0‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38315: Dodecane R R
57.0 8.40 8.60 8.80 9.00
m/z 85.10 31.11%
5000
85.0
29.0
20 s o
obrrpelbe el A0 A
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31821\
Data File : BF123391.D

Acqg On : 18 Mar 2021 19:23

Operator : JU/CG

Sample : M1706-02

Misc : COMP:P-1:P-2:P-3:P-4

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©31721.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 Dodecane, 2,7,10-trimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.098 8.29 ng 656288  Acenaphthene-die 9.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 90
2 Hexadecane 226 C16H34 000544-76-3 78
3 Tridecane 184 C13H28 000629-50-5 78
4 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 64
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 62

Abundance Scan 1192 (9.098 min): BF123391.D\data.ms (-1189) (-) m/z 57.00 100.00%
57.0

5000
85.1
A e
113.1 8.80 9.00 9.20 9.40
ol g 3401 ATEL 2102 T 16 s1.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57.0
5000 UL L B LI NI A BN
8.80 9.00 9.20 9.40
29'0‘ 85.0 m/z 43.10 56.57%
113.0
O \\\‘\M‘\\“‘\\\M“\\‘M\‘w‘\\\“\\}‘\‘\“\]\-\4‘]_\.9\‘\\\]-\8‘:\3;9\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane
57.0
AR ARmm
8.80 9.00 9.20 9.40
5000 m/z 41.00 36.22%
85.0
29.0
0 ‘\‘ \‘\ M\ H\ e ll?'0‘14‘1'0 169.0 226.0
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane R A RmEES T
57.0 8.80 9.00 9.20 9.40
m/z 85.10 32.45%
5000
85.0
29.0
‘\ “ | || 11301410 1840
Ot e A e e e e e G
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31821\
Data File : BF123391.D

Acqg On : 18 Mar 2021 19:23

Operator : JU/CG

Sample : M1706-02

Misc : COMP:P-1:P-2:P-3:P-4

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©31721.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 Tetradecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.233  20.59 ng 1629940  Acenaphthene-d10 9.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 94
2 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 86
3 Hexadecane 226 C16H34 000544-76-3 83
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 80
5 10-Methylnonadecane 282 C20H42 056862-62-5 72

Abundance Scan 1215 (9.233 min): BF123391.D\data.ms (-1211) (-) m/z 57.05 100.00%
57.0

5000
85.1
-
1231 193.2 9.00 9.20 9.40 9.60
A 1541 ) ;
0 vl Al e DT ke m/z 43,1800 79.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57.0
5000 85.0 T T T T T T T T T T T
9.00 9.20 9.40 9.60
29.0 m/z 71.10  53.34%
0 ||| 301410 1600 1980
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48855: Undecane, 2,3-dimethyl-
43.0
T T
71.0 9.00 9.20 9.40 9.60
5000 m/z 41.05 37.60%
99.0 140.0
ST O Y-S
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane T RRARER T
57.0 9.00 9.20 9.40 9.60
m/z 85.10 33.85%
5000
85.0
29.0
0 ‘\ “ | M‘ ;113.0 141.0 169.0 197.0 226.0
R e
miz--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31821\
Data File : BF123391.D

Acqg On : 18 Mar 2021 19:23

Operator : JU/CG

Sample : M1706-02

Misc : COMP:P-1:P-2:P-3:P-4

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©31721.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 Tetratetracontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.557 17.05 ng 1350010  Acenaphthene-d10 9.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 90
2 Tritetracontane 605 C43H88 007098-21-7 90
3 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 90
4 1-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 90
5 Tetracosane 338 C24H50 000646-31-1 80

Abundance Scan 1270 (9.557 min): BF123391.D\data.ms (-1265) (-) m/z 57.00 100.00%

57.0
5000
‘ 9.50 |
41.0 .
o2tz e m/z 71.10 81.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane
57.0
5000 ——
9.50
m/z 43.10 79.68%
o ‘ ‘Jﬂf];?;g?.oze;?.oss?.o 463.0 561.0
‘HH‘\H\‘HH’HH‘YH\‘HW\‘1\HT\H!‘WHW\HT‘\T\W\HY‘HH
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57.0
SN T
9.50
5000 ITI/Z 85.10 40.37%
N HH];?;lsa‘?.ozeross?.o 463.0533.0 604.0
A A e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #134594: Octadecane, 1-chloro- T
57.0 9.50
m/z 55.00 36.63%
o, U zzoaso o -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31821\
Data File : BF123391.D

Acqg On : 18 Mar 2021 19:23
Operator : JU/CG

Sample : M1706-02

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©31721.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 unknown9.645 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
9.645 8.12 ng 642836  Acenaphthene-die 9.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5H-Benzocycloheptene, 6,7-dihydro- 144 C11H12 007125-62-4 25
2 2-Butanone, 3-(4-tert-butylpheno... 220 C14H2002 160875-28-5 25
3 2,5-Cyclohexadiene-1,4-dione, 2,... 220 C14H2002 000719-22-2 25
4 2,2"'-(Ethane-1,2-diylbis(oxy))bi... 318 C16H3006 1000366-99-3 22
5 Cyclohexanecarboxylic acid, pent... 338 C22H4202 1000279-54-3 22

Abundance Scan 1285 (9 645 min): BF123391.D\data.ms (-1283) (-) m/z 57.00 100.00%
.0

129.0
177.1
5000
e e
9.50 10.00
o] m/z 41.00 93.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20430: 5H-Benzocycloheptene, 6,7-dihydro-
129.0
5000 — e
9.50 10.00
510 m/z 129.00 83.89%
270 ° ) ¥
O\\\‘\‘\\\‘\\\\“U\‘\H\“’\\‘\\‘\\\\‘\\\““”\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77349: 2-Butanone, 3-(4-tert-butylphenoxy)-
177.0
e e
9.50 10.00
5000 57.0 m/z 177.10  60.82%
o0 1850 220.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77415: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimet —— ——
177.0 220.0 9.50 10.00
m/z 43.10 48.71%
41.0
5000 67.0 135.0
91.0
NI ) 00 0 O O Pt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31821\
Data File : BF123391.D

Acqg On : 18 Mar 2021 19:23

Operator : JU/CG

Sample : M1706-02

Misc : COMP:P-1:P-2:P-3:P-4

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©31721.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 unknown9.739 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.739 8.10 ng 641548  Acenaphthene-die 9.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,7-Nonadiene, 4,8-dimethyl- 152 C11H20 062108-28-5 38
2 2-Pentene, 3-ethyl-4,4-dimethyl- 126 C9H18 053907-59-8 27
3 Cyclohexane, 1,1',1''-(1-ethanyl... 276 C20H36 055682-86-5 27
4 9-Undecenol, 2,10-dimethyl- 198 C13H260 1000131-86-0 27
5 Oxiranecarboxaldehyde, 3-methyl-... 168 C10H1602 016996-12-6 18

Abundance Scan 1301 (9.739 min): BF123391.D\data.ms (-1299) (-) m/z 97.10 100.00%

551 193.2
5000
137'1 T ‘ T T ‘ T
‘ H 2942 9.50 10.00
Y ' m/z 193.20  86.07%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #25437: 1,7-Nonadiene, 4,8-dimethyl-
41.0
5000 ‘9 ‘50‘ EI.O‘Od
81.0 ' '
m/z 55.10 80.75%
OHH‘\MHMHM“\‘\‘H“LH\“!]‘-?-\F;‘O‘HH‘%\S\%.’OHH‘HH‘\H\‘HH‘HH’HH‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #11611: 2-Pentene, 3-ethyl-4,4-dimethyl-
55.0 97.0
e e
9.50 10.00
5000 m/z 69.10  76.46%
126.0
OZJO,,
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #124604: Cyclohexane, 1,1',1"-(1-ethanyl-2-ylidene)tris- —— —
55.0 9.50 10.00
m/z 41.10 69.06%
97.0
5000
193.0
014'0137'0,229'0,276'( —— ——
m/z--> 20 40 60 80 100120140160180200220240260 9.50 10.00

8270-BF031721.M Fri Mar 19 ©8:19:12 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31821\
Data File : BF123391.D

Acqg On : 18 Mar 2021 19:23

Operator : JU/CG

Sample : M1706-02

Misc : COMP:P-1:P-2:P-3:P-4

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©31721.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 Hexadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.763 12.62 ng 999026  Acenaphthene-d10 9.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tetradecane 198 C14H30 000629-59-4 90
3 Octacosane 394 (C28H58 000630-02-4 83
4 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 83
5 Tridecane 184 C13H28 000629-50-5 83

Abundance Scan 1305 (9.763 min): BF123391.D\data.ms (-1303) (-) m/z 57.10 100.00%
57.1

> M
— —
9.1 9.50 10.00
ol d L2 2122 m/z 43.10  74.78%
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane
57.0
5000 — ——
9.50 10.00
m/z 71.10 52.78%
o | ‘L‘ | %%-0‘ 141.0183.0226.0
\\\\‘\\\\‘!\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #59879: Tetradecane
57.0
— —
9.50 10.00
5000 ITI/Z 85.10 34.87%
9.0 198.0
olsQ LI e 1w
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane 7 —
57.0 9.50 10.00
m/z 41.05  28.28%
5000
9.0
ol L 141.0183.0225.0 281.0 337.0 394.
T N L B B e e S —— —
m/z--> 50 100 150 200 250 300 350 9.50 10.00

8270-BF031721.M Fri Mar 19 ©8:19:12 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31821\
Data File : BF123391.D

Acqg On : 18 Mar 2021 19:23

Operator : JU/CG

Sample : M1706-02

Misc : COMP:P-1:P-2:P-3:P-4

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©31721.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 Tridecane, 6-propyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.263 13.87 ng 1097720  Acenaphthene-d10 9.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Tetradecane 198 C14H30 000629-59-4 90
3 Tridecane 184 C13H28 000629-50-5 83
4 Tridecane, 6-propyl- 226 Cl6H34 055045-10-8 80
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 59

Abundance Scan 1390 (10.263 min): BF123391.D\data.ms (-1388) (1  m/z 57.05 100.00%
57.0

5000
85.1 LMMM
— —
H 1131 1411 10.00 10.50
Ol el AT AL 1691 20222262 sz 43.10 74.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57.0
5000 — ——
10.00 10.50
85.0 o
29.0 m/z 71.10 55.68%
0 ‘\ “ L | M‘ ;113.0 141.0 169.0 197.0 226.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57.0
—— —
10.00 10.50
5000 85.0 m/z 85.10 36.84%
29.0
DLl 1130 1410 1690 1980
R B e B e o A A
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48831: Tridecane 7 —
57.0 10.00 10.50
m/z 41.05 31.04%
5000
29.0 85.0
H“H‘w"H‘H“_‘H“H‘_“w“u‘u“_‘u“u‘w“‘ —— —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50

8270-BF031721.M Fri Mar 19 ©8:19:13 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31821\
Data File : BF123391.D

Acqg On : 18 Mar 2021 19:23

Operator : JU/CG

Sample : M1706-02

Misc : COMP:P-1:P-2:P-3:P-4

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©31721.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 Undecane, 2,6-dimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.486 9.54 ng 755145  Acenaphthene-die 9.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 92
2 Dodecane, 2-methyl-8-propyl- 226 C16H34 055045-07-3 86
3 Tridecane, 3-methyl- 198 C14H30 006418-41-3 86
4 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 76
5 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 68

Abundance Scan 1428 (10.486 min): BF123391.D\data.ms (-1424) (1  m/z 57.05 100.00%
57.0

o M
85.1 i
113.1 169.1 10.50
O bbby bl A AALO I 107.2 225.3 m/z 71.10  45.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48882: Undecane, 2,6-dimethyl-
57.0
5000 T
10.50
m/z 43.10 43.42%
290‘ 98.0
O\\‘\‘\‘\\“‘\\\“\"\\H\\"\‘\\\“‘\\U\‘\\%\4%.9\]‘-\62.9\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83050: Dodecane, 2-methyl-8-propyl-
57.0
——
10.50
5000 ITI/Z 85.10 23.73%
85.0
‘ 112.0 183.0
obrrrrrelitb g L2420 [ 2260
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59890: Tridecane, 3-methyl- —
57.0 10.50
m/z 41.00 18.99%
5000
29.0
‘ ‘ 830 169.0
Ob bbb 2 1400 01T 1980 .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50

8270-BF031721.M Fri Mar 19 ©8:19:13 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31821\
Data File : BF123391.D

Acqg On : 18 Mar 2021 19:23

Operator : JU/CG

Sample : M1706-02

Misc . COMP:P-1:P-2:P-3:P-4

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©31721.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 Pentadecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.739 35.20 ng 2529430  Phenanthrene-die 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 95
2 Hexadecane 226 C16H34 000544-76-3 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Decane, 5-propyl- 184 C13H28 017312-62-8 87
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 72
Abundance Scan 1471 (10.739 min): BF123391.D\data.ms (-1468) (1  m/z 57.10 100.00%
57.1
. M
—— —
‘ 99.1 1411 10.50 11.00
ol dia [ 2411 1832 2403 3290 .., 43,10 70.78%
miz-> 50 100 150 200 250 300
Abundance #59879: Tetradecane
57.0
5000 — —
10.50 11.00
m/z 71.10 58.77%
99.0
01\5.\q‘\ ’ ‘!‘ \“‘\ ‘“‘ \“ \%4\‘]"’9\ T \1\98‘.\0\ L ’ L ‘ T T
miz--> 50 100 150 200 250 300
Abundance #83025: Hexadecane
57.0
—— —
10.50 11.00
5000 m/z 85.10 39.06%
0 22.&)““ | “‘9?-0‘ 141.0 183.0 226.0
e e e
miz--> 50 100 150 200 250 300
Abundance #71393: Pentadecane 7 —
57.0 10.50 11.00
m/z 41.10 29.09%
99.0
‘ 141.0 212.0
m/z--> 50 100 150 200 250 300 10.50 11.00

8270-BF031721.M Fri Mar 19 ©8:19:13 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31821\
Data File : BF123391.D

Acqg On : 18 Mar 2021 19:23

Operator : JU/CG

Sample : M1706-02

Misc : COMP:P-1:P-2:P-3:P-4

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©31721.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 Octadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

11.186 22.07 ng 1585380  Phenanthrene-d10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Pentadecane 212 C15H32 000629-62-9 90
3 Octadecane 254 C18H38 000593-45-3 90
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 90
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 80

Abundance Scan 1547 (11.186 min): BF123391.D\data.ms (-1544) (1  m/z 57.10 100.00%
57.1

6.1 W
—— —
h 113114 1168.1 11.00 11.50
Ol e LT 141.1168.1 197.2225.2 2548y 43,10 68.85%
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #83025: Hexadecane
57.0
5000 e e
11.00 11.50
290 820 m/z 71.18  58.30%
0 “ ‘ I ) 113.0141.0169.0197.0 226.0
\H‘\\H‘HH‘\\H‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #71393: Pentadecane
57.0
—— —
11.00 11.50
m/z 85.10  39.00%
5000 85.0
29.0
0 \‘ i H \‘\ \‘11\3 0 141 0169 0 212.0
R A ma e RRRARAR
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance #105885: Octadecane T —
57.0 11.00 11.50
m/z 41.10  28.40%
5000 85.0
280 113.0
o P01410169.0197.0225,0 254
e e e e e e e e e —— —
m/z--> 20 40 60 80 100120140 160 180 200 220 240 11.00 11.50

8270-BF031721.M Fri Mar 19 ©8:19:14 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31821\
Data File : BF123391.D

Acqg On : 18 Mar 2021 19:23

Operator : JU/CG

Sample : M1706-02

Misc . COMP:P-1:P-2:P-3:P-4

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©31721.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 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.216 18.59 ng 1335830  Phenanthrene-d10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tridecane 184 C13H28 000629-50-5 87
3 Octacosane 394 (C28H58 000630-02-4 86
4 2-methyloctacosane 408 C29H60 1000376-72-8 86
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
Abundance Scan 1552 (11.216 min): BF123391.D\data.ms (-1549) (1  m/z 57.00 100.00%
57.0
‘ 11.00 11,50
41.1183.2 . :
omm‘ “Hw_“‘]ﬂ‘ el 12— m/z 71.10  72.24%
miz--> 50 100 150 200 250 300 350
Abundance #83028: Hexadecane
57.0
5000 — —
11.00 11.50
m/z 43.10 49.64%
\ \ 141.0183,0226.0
O\\‘\V”‘\H\“‘\“‘\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #48835: Tridecane
57.0
— —
11.00 11.50
5000 m/z 85.10 39.14%
o150 | L F°14101840
= A
miz--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane 7 —
57.0 11.00 11.50
m/z 41.10 23.55%
ol h‘ H | 141 9;83 0225.0 281.0 337.0 394.
e “‘ R e LR R R e —— ——
m/z--> 50 100 150 200 250 300 350 11.00 11.50

8270-BF031721.M Fri Mar 19 ©8:19:14 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31821\
Data File : BF123391.D

Acqg On : 18 Mar 2021 19:23

Operator : JU/CG

Sample : M1706-02

Misc : COMP:P-1:P-2:P-3:P-4

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©31721.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 Tridecane, 7-hexyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

11.616 18.94 ng 1361000 Phenanthrene-d10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 90
2 Octadecane 254 C18H38 000593-45-3 86
3 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 83
4 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 80
5 Tridecane, 3-methyl- 198 C14H30 006418-41-3 74

Abundance Scan 1620 (11.616 min): BF123391.D\data.ms (-1617) (1  m/z 57.05 100.00%
57.0

5000 W
—— —
‘ 99.1 1411 11.50 12.00
ob— b d by, 1411 1832 23322683 m/z 43.10 67.69%
miz-> 50 100 150 200 250 300
Abundance #117640: Tridecane, 7-hexyl-
57.0
5000 —r ——
11.50 12.00
182.0 m/z 71.10 57.76%
99.0
ol bl L0020 | 2950 2660
T T T ‘ T T T T ’ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #105885: Octadecane
57.0
—— —
11.50 12.00
5000 m/z 85.10  39.92%
99.0
0280 | || | 3410 1830 22102500
miz--> 50 100 150 200 250 300
Abundance #152416: Tridecane, 1-iodo- T —
57.0 11.50 12.00
m/z 41.05 27.12%
- W
99.0 183.0
ool | L Lo dee T s I
m/z--> 50 100 150 200 250 300 11.50 12.00

8270-BF031721.M Fri Mar 19 ©8:19:15 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31821\

Data File : BF123391.D

Acqg On : 18 Mar 2021 19:23

Operator : JU/CG

Sample : M1706-02

Misc . COMP:P-1:P-2:P-3:P-4

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF031721.M
: 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 Nonadecane, 9-methyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
11.780 11.75 ng 844323  Phenanthrene-die 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 52
2 Tetradecane 198 C14H30 000629-59-4 52
3 1,3-Dimethylcyclopentanol 114 C7H140 019550-46-0 46
4 Decane, 5-propyl- 184 C13H28 017312-62-8 46
5 Sulfurous acid, isohexyl pentyl ... 236 C11H2403S 1000309-14-0 43

Abundance Scan 1648 (11.780 min): BF123391.D\data.ms (-1645) (-]
57.1

m/z 57.10 100.00%

8270-BF031721.M Fri Mar 19 08:19:15 2021

5000 07.1 MMNM
e e
140.1 : :
Y L |y £770 1822 2242 2671 L/, 4310 69.08%
m/z--> 50 100 150 250
Abundance #129499: Nonadecane, 9-methyl-
57.0
5000 — —
11.50 12.00
990 140.0 m/z 71.10 67.84%
0 2\7“\0‘1“ ”H‘ \‘h‘\ ““‘ \m iy \‘ T ]‘-719‘0 T 2‘1\1\0 T ‘2\67\0\ T
m/z--> 50 100 150 250
Abundance #59880: Tetradecane
57.0
—— —
11.50 12.00
5000 m/z 85.10 53.75%
27.0 99.0
ol 0L L0 e asmo
m/z--> 50 100 150 250
Abundance #7554: 1,3-Dimethylcyclopentanol T T
43.0 11.50 12.00
m/z 97.10 45.45%
85.0
5000
0 Lo M\ \‘M ih‘\‘\H‘ \‘“‘\ \“u‘h“ — o Co —r —r
m/z--> 50 100 150 250 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31821\
Data File : BF123391.D

Acqg On : 18 Mar 2021 19:23

Operator : JU/CG

Sample : M1706-02

Misc : COMP:P-1:P-2:P-3:P-4

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©31721.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 15 Dodecane, 2-methyl-6-propyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.027 16.85 ng 1210350 Phenanthrene-d10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 86
3 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 80
4 Undecane, 3-methyl- 170 C12H26 001002-43-3 72
5 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 68

Abundance Scan 1690 (12.027 min): BF123391.D\data.ms (-1687) (1  m/z 57.05 100.00%

57.0 ' '
5000
T
‘ e 141.1 12.00
Ob b o 4 4L 18312121 2472 2821 /7 43,16 66.55%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #83025: Hexadecane
57.0
5000 — :
12.00
m/z 71.10 60.10%
027\ ‘ L “‘99‘0 1410 183.0 226.0
\‘HH‘H\‘H\\‘\H\‘\H\’\\H‘\\H‘HH‘H\\‘HH‘HH’HH’\\H‘\\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #83051: Dodecane, 2-methyl-6-propyl-
57.0
T
12.00
5000 ITI/Z 85.10 42 .00%
99.0 140.0 182.0
0‘_‘HMHH‘Mwwuwuuwu‘wHWHHNHH_H‘_HWH‘WHH_‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #125660: Sulfurous acid, 2-ethylhexyl hexyl ester e ‘
57.0 12.00
m/z 41.05 25.47%
5000 MW
113.0
2%0‘
O bbb e e e e e e —
m/z--> 20 40 60 80 100120140160180200220240260280 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31821\
Data File : BF123391.D

Acqg On : 18 Mar 2021 19:23

Operator : JU/CG

Sample : M1706-02

Misc : COMP:P-1:P-2:P-3:P-4

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©31721.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 1-Iodoundecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

12.174 10.22 ng 734450  Phenanthrene-die 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Iodoundecane 282 C11H23I 004282-44-4 76
2 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 64
3 9-methylheptadecane 254 C18H38 026741-18-4 59
4 Heptadecane 240 C17H36 000629-78-7 58
5 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 52

Abundance Scan 1715 (12.174 min): BF123391.D\data.ms (-1713) (- m/z 57.10 100.00%
57.1

5000 W
‘ 97.1 —— —
12.00 12.50
140.1
NI ' ' ““,w“ g 18222172 25212821 .., 4310 67.70%
miz--> 50 100 150 200 250
Abundance #128607: 1-lodoundecane
57.0
5000 — e
12.00 12.50
m/z 71.10 63.25%
27,0 990 1550
04 \“\ U‘“M\ ‘\‘ T L e “\ T \1\97‘0\ L \\28\2.\0‘
miz--> 50 100 150 200 250
Abundance #129499: Nonadecane, 9-methyl-
57.0
e e
12.00 12.50
5000 m/z 85.10 51.89%
99.0 140.0
o270 LU | w0 20 2670
miz--> 50 100 150 200 250
Abundance #105887: 9-methylheptadecane — ——
57.0 12.00 12.50
m/z 41.10 25.65%
5000
140.0
2710 ‘ 99.0
ol Z1OL L L aseo 230 I
m/z--> 50 100 150 200 250 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31821\
Data File : BF123391.D

Acqg On : 18 Mar 2021 19:23

Operator : JU/CG

Sample : M1706-02

Misc : COMP:P-1:P-2:P-3:P-4

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©31721.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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.310 16.69 ng 1199280  Phenanthrene-d10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 90
2 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 83
3 Tetratetracontane 619 C44H90 007098-22-8 78
4 Heptadecane 240 C17H36 000629-78-7 78
5 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 74

Abundance Scan 1738 (12.310 min): BF123391.D\data.ms (-1734) (1 m/z 57.10 100.00%
57.1

E

5000
— —
“ 1271197 5 967 3 12.00 12.50
o W 0TS e M/z 71,10 49.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57.0
5000 P ——
12.00 12.50
m/z 43.10  45.44%
ol ‘J“H;O\zno
‘\HT‘HH‘HH‘\H\’HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘\H

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #200447: Sulfurous acid, butyl heptadecyl ester

§

57.0
— —
12.00 12.50
5000 ITI/Z 85.10 33.66%
OJM‘FFFP,ZS?-O MWJMJ\%MN
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane — —
57.0 12.00 12.50
m/z 56.10  20.51%
o H‘JJ‘%EQ1QTOZGTO33IO4OIO 491.0 562.0
RAVEE § E 8 E FRWE et L S L AL e — —
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 600 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31821\
Data File : BF123391.D

Acqg On : 18 Mar 2021 19:23

Operator : JU/CG

Sample : M1706-02

Misc : COMP:P-1:P-2:P-3:P-4

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©31721.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 Tridecane, 1-iodo- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.416 12.77 ng 917202  Phenanthrene-d10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 90
4 Heptacosane 380 C27H56 000593-49-7 87
5 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 86
Abundance Scan 1756 (12.416 min): BF123391.D\data.ms (-1754) (- m/z 57.10 100.00%
57.1
5000
——
99.1
12.50
1411
ob— “‘ ‘“u Lk 2411 1832 2392 2934 m/z 43.10  66.59%
miz-> 50 100 150 200 250 300
Abundance #152416: Tridecane, 1-iodo-
57.0
5000 R
12.50
m/z 71.10 59.59%
‘ 183.0
O T T “\‘ ‘\ ‘ ‘ ‘“ “ “ \‘ T %4\]-’()‘\ T \‘ T ’ T T T T ’ T T T \?"1\0|
miz--> 50 100 150 200 250 300
Abundance #141426: Heneicosane
57.0
——
12.50
5000 m/z 85.10 43.05%
‘ 99.0
41.0
ool UL L 407 aamo zzmo s
miz--> 100 150 200 250 300
Abundance #83051:Dodecane,aneﬁwL6¢xopyL —
57.0 12.50
m/z 41.10 25.10%
5000
99.0 140.0
182.0
ow““m (P i/ _—
mlz--> 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31821\
Data File : BF123391.D

Acqg On : 18 Mar 2021 19:23

Operator : JU/CG

Sample : M1706-02

Misc . COMP:P-1:P-2:P-3:P-4

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©31721.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 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.557 17.68 ng 1270330  Phenanthrene-d10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Octadecane 254 C18H38 000593-45-3 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Tetradecane, 4-ethyl- 226 C1l6H34 055045-14-2 86
5 Tridecane, 1-iodo- 310 C13H271 835599-77-0 86
Abundance Scan 1780 (12.557 min): BF123391.D\data.ms (-1777) (1 m/z 57.10 100.00%
57.1
5000
99.1 SR ‘
‘ h | | 1411 1822 2252  281.2 318. 1259
oA b LT GRS fe9e 2822 920 m/z 71.10  63.46%
miz--> 50 100 150 200 250 300
Abundance #83023: Hexadecane
57.0
5000 — :
12.50
m/z 43.10 60.69%
‘ 990 141.0
Olw-gwdw ‘\“‘“‘\ U‘ \H‘\ “h r“ = .“\ :\]-8\3\0‘ \2\2‘6\(\) L
miz--> 50 100 150 200 250 300
Abundance #105885: Octadecane
57.0
RN \
12.50
5000 m/z 85.10 50.05%
99.0
ol L L4 A ) 340 130 ammo2sa0
miz--> 50 100 150 200 250 300
Abundance #94345: Heptadecane T
57.0 12.50
m/z 41.10 23.59%
5000
99.0
bl L M0 am0 200 -
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31821\
Data File : BF123391.D

Acqg On : 18 Mar 2021 19:23

Operator : JU/CG

Sample : M1706-02

Misc : COMP:P-1:P-2:P-3:P-4

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©31721.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 Heneicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.792 21.70 ng 550403 Chrysene-d12 13.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 93
2 Heneicosane 296 C21H44 000629-94-7 90
3 Octadecane 254 C18H38 000593-45-3 87
4 2-Bromotetradecane 276 C14H29Br 074036-95-6 72
5 Heptacosane 380 C27H56 000593-49-7 64
Abundance Scan 1820 (12.792 min): BF123391.D\data.ms (-1817) (- m/z 57.10 100.00%
57.1
5000
— —
‘ 971 411 12.50 13.00
oo b L L L 24 183.2220.1258.22882  n/p 71,10 64.07%
miz-> 50 100 150 200 250 300
Abundance #152416: Tridecane, 1-iodo-
57.0
5000 — —
12.50 13.00
m/z 43.10 58.63%
‘ 99.0 183.0
04 \“\‘ ‘\ ‘ \““ \“‘\“‘ \‘\‘}4\‘1.‘0‘\ T \‘\ LA \3‘19\0\
miz--> 100 150 200 250 300
Abundance #141426: Heneicosane
57.0
— —
12.50 13.00
5000 m/z 85.10 47.15%
‘ 99.0
41.0
olsel | |11 | 410 1830 2250 2060
miz--> 50 100 150 200 250 300
Abundance #105886: Octadecane 7 —
57.0 12.50 13.00
m/z 41.10 20.11%
5000
99.0
L o e e
ot A et L — —
m/z--> 50 100 150 200 250 300 12.50 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31821\
Data File : BF123391.D

Acqg On : 18 Mar 2021 19:23

Operator : JU/CG

Sample : M1706-02

Misc : COMP:P-1:P-2:P-3:P-4

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF031721.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|
Tridecane 8.669 11.7 ng 997991 2 8.075 1706060 20.0
Dodecane, 2,7,1... 9.098 8.3 ng 656288 3 9.828 1583220 20.0
Tetradecane 9.233 20.6 ng 1629940 3 9.828 1583220 20.0
Tetratetracontane 9.557 17.1 ng 1350010 3 9.828 1583220 20.0
unknown9. 645 9.645 8.1 ng 642836 3 9.828 1583220 20.0
unknown9.739 9.739 8.1 ng 641548 3 9.828 1583220 20.0
Hexadecane 9.763 12.6 ng 999026 3 9.828 1583220 20.0
Tridecane, 6-pr... 10.263 13.9 ng 1097720 3 9.828 1583220 20.0
Undecane, 2,6-d... 10.486 9.5 ng 755145 3 9.828 1583220 20.0
Pentadecane 10.739 35.2 ng 2529430 4 11.316 1436970 20.0
Octadecane 11.186 22.1 ng 1585380 4 11.316 1436970 20.0
Octacosane 11.216 18.6 ng 1335830 4 11.316 1436970 20.0
Tridecane, 7-he... 11.616 18.9 ng 1361000 4 11.316 1436970 20.0
Nonadecane, 9-m... 11.780 11.8 ng 844323 4 11.316 1436970 20.0
Dodecane, 2-met... 12.027 16.9 ng 1210350 4 11.316 1436970 20.0
1-Iodoundecane 12.174 10.2 ng 734450 4 11.316 1436970 20.0
Pentadecane, 2,... 12.310 16.7 ng 1199280 4 11.316 1436970 20.0
Tridecane, 1-iodo- 12.416 12.8 ng 917202 4 11.316 1436970 20.0
Heptadecane 12.557 17.7 ng 1270330 4 11.316 1436970 20.0
Heneicosane 12.792 21.7 ng 550403 5 13.969 507374 20.0
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