LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021021\
Data File : BF123173.D

Acqg On : 10 Feb 2021 16:47
Operator : JU/CG

Sample : M1348-01

Misc :

ALS vial : 5 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-BF012721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123173.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.152 6 11 19 rVB 374511 512552 2.77% 0.363%
2 4.481 401 407 453 rBV 1898489 3002203 16.24% 2.128%
3 5.087 506 510 524 rBV 227927 281044 1.52% 0.199%
4 5.492 575 579 597 rBV 803126 1023491 5.54% 0.725%
5 6.504 746 751 766 rBV 2551603 2531197 13.69% 1.794%
6 6.881 811 815 818 rBV 1066723 811060 4.39% 0.575%
7 7.439 903 910 913 rBV 2201847 2079935 11.25% 1.474%
8 8.163 1029 1033 1041 rBV 1212239 1161113 6.28% 0.823%
9 9.092 1187 1191 1193 rVB2 186338 190031 1.03% 0.135%
10 9.122 1193 1196 1200 rBV 342003 328553 1.78% 0.233%
11  9.163 1200 1203 1205 rBV 327323 282872 1.53% 0.200%
12 9.192 1205 1208 1211 rVWV 511231 397654 2.15% 0.282%
13 9.245 1212 1217 1220 rVV 4323681 3825220 20.69% 2.711%
14  9.328 1226 1231 1234 rBV 4136281 3793141 20.52% 2.688%
15 9.369 1234 1238 1241 rVV2 556127 742831 4.02% 0.526%
16 9.445 1248 1251 1253 rVB3 231570 231447 1.25% 0.164%
17 9.475 1253 1256 1258 rBV2 204154 248722 1.35% 0.176%
18 9.516 1261 1263 1266 rVB 277463 209568 1.13% 0.149%
19 9.586 1266 1275 1277 rBV2 1070589 1774154 9.60% 1.257%
20 9.604 1277 1278 1281 rVB 867097 488595 2.64% 0.346%
21  9.651 1281 1286 1288 rBV3 2279715 3203043 17.32% 2.270%
22 9.669 1288 1289 1293 rVB 1607840 1050621 5.68% 0.745%
23 9.710 1293 1296 1298 rVB 1240740 1005667 5.44% 0.713%
24 9.739 1298 1301 1302 rBV 227526 234673 1.27% 0.166%
25 9.798 1307 1311 1314 rVV 351744 583761 3.16% 0.414%
26 9.869 1314 1323 1326 rVV 7494595 9494956 51.35% 6.730%
27 9.898 1326 1328 1330 rVV2 1179017 1276529 6.90% 0.905%
28 9.927 1330 1333 1336 rVV 1938196 2093410 11.32% 1.484%
29 9.969 1338 1340 1342 rWV 493551 497509 2.69% 0.353%
30 9.998 1342 1345 1348 rVV2 497355 722522 3.91% 0.512%

31 10.033 1348 1351 1354 rVV3 493638 523565 2.83%
32 10.092 1356 1361 1364 rVV2 1325547 2203218 11.92%
33 10.116 1364 1365 1368 rVV 1163857 1091658 5.90%
34 10.151 1368 1371 1373 rVV 1117580 1098526  5.94%
35 10.180 1373 1376 1380 rVV2 2032167 2399630 12.98%
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36 10.216 1380 1382 1385 rVB 1168297 900282  4.87%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021021\
Data File : BF123173.D

Acqg On : 10 Feb 2021 16:47
Operator : JU/CG

Sample : M1348-01

Misc :

ALS vial : 5 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-BF012721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 10.304 1394 1397 1400 rVB 409911 458638 2.48% ©.325%
38 10.363 1400 1407 1410 rVV 6196794 6462149 34.95%  4.580%
39 10.392 1410 1412 1414 rVWW 586147 551060 2.98% 0.391%
40 10.416 1414 1416 1421 rVB4 378822 460011 2.49% 0.326%
41 10.580 1438 1444 1446 rBV 1378397 1777279 9.61%  1.260%
42 10.598 1446 1447 1450 rVB2 251990 189658 1.03% 0.134%
43 10.633 1450 1453 1455 rVB 368349 328779 1.78% 0.233%
44 10.663 1455 1458 1461 rBV2 442616 433980 2.35% ©.308%
45 10.698 1461 1464 1466 rBV 491226 417485 2.26%  ©.296%
46 10.833 1484 1487 1496 rVB 2263758 2441339 13.20% 1.730%
47 11.280 1560 1563 1565 rBV 312226 251114 1.36% ©.178%
48 11.369 1574 1578 1582 rVB 427255 471742 2.55% ©.334%
49 11.416 1582 1586 1589 rBV 1578016 1289073 6.97% 0.914%
50 11.716 1626 1637 1640 rBV4 1153864 2809617 15.20% 1.991%
51 11.774 1641 1647 1648 rVV 1930047 4079295 22.06% 2.891%
52 11.821 1649 1655 1665 rVB 3759724 9770219 52.84% 6.925%
53 11.957 1671 1678 1687 rBV 3789554 7172377 38.79% 5.083%
54 12.216 1719 1722 1726 rVB 727300 783498 4.24%  0.555%
55 12.269 1728 1731 1734 rVB 288539 327398 1.77%  ©.232%
56 12.527 1773 1775 1781 rVB 560517 680727 3.68% 0.482%
57 12.745 1805 1812 1823 rBV2 3725587 6104003 33.01% 4.326%
58 13.010 1853 1857 1860 rVB 4813822 4443342 24.03%  3.149%
59 14.063 2033 2036 2041 rVB 1382837 1276924 6.91% ©.905%
60 14.139 2045 2049 2060 rVB2 509126 1210724 6.55% ©.858%
61 14.704 2140 2145 2151 rVB 707017 1097312 5.93% ©.778%
62 15.274 2236 2242 2254 rVB 452826 972119 5.26% 0.689%
63 15.545 2284 2288 2292 rBV 775652 971141 5.25% 0.688%
64 15.857 2334 2341 2348 rBV = 419421 1110037 6.00% 0.787%
65 15.927 2349 2353 2358 rVV 152484 325419 1.76% ©.231%
66 17.098 2540 2552 2570 rVB 2592281 6813037 36.85% 4.829%
67 17.509 2610 2622 2633 rBV3 871173 3449333 18.66%  2.445%
68 18.492 2778 2789 2800 rVV2 421271 1379462 7.46% ©.978%
69 18.692 2802 2823 2857 rVB2 4129685 18488910 100.00% 13.104%

Sum of corrected areas: 141092154
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021021\
Data File : BF123173.D

Acq On : 10 Feb 2021 16:47
Operator : JU/CG

Sample : M1348-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF123173.D\data.ms

7000000
6000000
5000000
4000000

3000000 6.504

7.439

2000000 4.481

6.881
1000000 5.492

152 5.087

o

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: BF123173.D\data.ms
9.869

7000000 10.363

6000000 13.010

5000000
) 11.%957 12.745

4000000

3000000

2000000

12.216 15 507
12.269

8.163

1000000 L

0 — — P — T 7 — — — —
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: BF123173.D\data.ms
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5000000
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3000000 17.098

2000000 14.063

141.139 14.704 15.545 17.509
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021021\
Data File : BF123173.D

Acq On : 10 Feb 2021 16:47
Operator : JU/CG

Sample : M1348-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 3-Penten-2-one, 4-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
4.481 74.03 ng 3002200 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 95
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80
Abundance Scan 407 (4.481 min): BF123173.D\data.ms (-401) (-) m/z 83.10 100.00%
55.1 83.1
5000
43.0 98.1
A AANEEERE R
‘ ‘ 67.0 4.20 4.40 4.60 4.80
Obrrrprrrrrorer el el Sl m/z 55,100 90.18%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 L L B L B LR
430 98.0 4.20 4.40 4.60 4.80
29.0
m/z 98.10 35.77%
\‘\ Lyl 7o | ‘
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3169: 3-Hexen-2-one
83.0
A EANEEEREE S
5.0 4.20 4.40 4.60 4.80
5000 43.0 m/z 43.00 35.33%
98.0
29.0
Y Y L
O et e e e e e
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3404 2-Pentene, 3,4-dimethyl-, (E)- e
55.0 83.0 4.20 4.40 4.60 4.80
m/z 39.05 26.37%
41.0
5000
27.0 98.0
15.0 ‘ 69.0
oH“H“w“::“u‘:;lm;‘MWHWkulwmu‘uw S RS —
m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021021\
Data File : BF123173.D

Acq On : 10 Feb 2021 16:47
Operator : JU/CG

Sample : M1348-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 Decane, 2,3,5-trimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.328 36.24 ng 3793140  Acenaphthene-d10 9.927

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 97
2 Tridecane 184 C13H28 000629-50-5 90
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 83
4 Hexadecane 226 C1l6H34 000544-76-3 80
5 Decane, 2,4,6-trimethyl- 184 C13H28 062108-27-4 78

Abundance Scan 1231 (9.328 min): BF123173.D\data.ms (-1226) (-) m/z 57.10 100.00%
57.1

?

5000 85.1
R ARAmmaas
H 131 1412 1602 198.2 9.00 9.20 9.40 9.60
Ol g P2 1812 1692 1982 0 4 1 75.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59879: Tetradecane
57.0
5000 LIS LA B R I B B |
85.0 9.00 9.20 9.40 9.60
20.0 m/z 71.10 62.10%
11
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48835: Tridecane
57.0
o  ARamuae R
9.00 9.20 9.40 9.60
5000 m/z 85.10 40.74%

\\ ‘\‘ [ (1130 1410 1840

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

Abundance #48894: Decane, 2,3,5-trimethyl- o aEmma
57.0 9.00 9.20 9.40 9.60

m/z 41.10 40.41%

o
N
©
o
[or]
(&
o

5000 85.0

29.0 141.0

ol b 1180 169.0
el Sy 1690 e

m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60

?
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021021\
Data File : BF123173.D

Acq On : 10 Feb 2021 16:47
Operator : JU/CG

Sample : M1348-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 14
R.T. EstConc Area Relative to ISTD R.T.
9.651 30.60 ng 3203040  Acenaphthene-d10 9.927

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tritetracontane 605 C43H88 007098-21-7 80
2 Hexadecane 226 C1l6H34 000544-76-3 74
3 Tetradecane 198 C14H30 000629-59-4 72
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 68
5 Decane, 5-propyl- 184 C13H28 017312-62-8 64

Abundance Scan 1286 (9.651 min): BF123173.D\data.ms (-1281) (-) m/z 57.10 100.00%

57.1
5000
‘9‘50‘ EI.O‘Od
41.2 : :
o_ut_cud_ﬁw‘?“1‘1"‘2‘_”‘_H‘_Hwwwwww m/z 71.10  94.45%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57.0
5000 ol P
9.50 10.00
m/z 43.10 81.08%
0 ”ﬁﬂ%wwamwo 463.0 533.0 604.
‘HH‘\\H‘\HT[\!H‘WHT[HF\‘WH\[HT!‘\H\‘\H\‘\H\‘H\\‘H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #83027: Hexadecane
57.0
AP —
9.50 10.00
5000 m/z 85.10 47.09%
0 ‘j 27.0 226.0
RN R R o o e e R R R R R R R R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #59879: Tetradecane Py T
57.0 9.50 10.00
m/z 41.10 42.48%
5000
J 127.0 198.0
0l e e e e P —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021021\
Data File : BF123173.D

Acq On : 10 Feb 2021 16:47
Operator : JU/CG

Sample : M1348-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.869 90.71 ng 9494960  Acenaphthene-die 9.927

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Hexadecane 226 Cl6H34 000544-76-3 81
5 Decane, 3-bromo- 220 C10H21Br 030571-71-2 64
Abundance Scan 1323 (9.869 min): BF123173.D\data.ms (-1314) (-) m/z 57.10 100.00%
57.1
‘ 9.50 10.00
11319411 : '

oHWHJ“w“_‘H‘W‘M‘_‘H_M““1,‘69‘2‘””‘2”1‘2‘3‘“” m/z 43.10  71.31%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #59880: Tetradecane

57.0
5000 85.0 = .
9.50 10.00
29.0 m/z 71.10 68.67%
H\‘\H\‘HH‘\H\‘\H\‘HH‘\H\‘HH’\H\‘HH‘HH‘\H\‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94346: Heptadecane
57.0
= 2
85.0 9.50 10.00
5000 m/z 85.10 48.78%
29.0
. Tl ‘1130141016901970 2400
ST M| Y A a4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71395: Pentadecane < T
57.0 9.50 10.00
m/z 41.10 40.96%
29.0
5000 85.0
oo L Mooy 220
H\‘\H\‘H\H\‘\H\‘\‘H\‘HH‘\H\‘HH’\H\‘HH‘HH‘\H\‘H ‘ T T ‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021021\
Data File : BF123173.D

Acq On : 10 Feb 2021 16:47
Operator : JU/CG

Sample : M1348-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 Undecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.092 21.05 ng 2203220  Acenaphthene-die 9.927
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 Tetradecane 198 C14H30 000629-59-4 86
3 Undecane 156 C1l1H24 001120-21-4 80
4 Tridecane, 5-propyl- 226 Cl6H34 055045-11-9 72
5 Decane, 5-propyl- 184 C13H28 017312-62-8 64
Abundance Scan 1361 (10.092 min): BF123173.D\data.ms (-1356) (1  m/z 57.10 100.00%
57.1
5000
85.1
T [
112.1 10.00
140.1
0 "m"mh_“M‘!mJ”‘HMmH;““_“1‘?3‘?“2‘1”1‘2‘”” m/z 71.10  57.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57.0
5000 — :
10.00
290 85.0 m/z 43.10  55.13%
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 #59882: Tetradecane
57.0
T \
10.00
5000 85.0 m/z 85.10 35.47%
29.0
; 180,1410 3690 "0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28425: Undecane T ‘
57.0 10.00
m/z 41.10 30.43%
5000
29.0 85.0
0 M H \‘ \‘ 1L 113.0 15\6 0
"HH‘H‘w‘H‘_H‘_‘H‘H‘WH‘W‘H‘_‘HM‘H‘H“ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021021\
Data File : BF123173.D

Acq On : 10 Feb 2021 16:47
Operator : JU/CG

Sample : M1348-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 Tetradecane, 4-ethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.180 22.93 ng 2399630  Acenaphthene-die 9.927
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 4-ethyl- 226 C16H34 055045-14-2 91
2 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 90
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 87
4 Heneicosane 296 C21H44 000629-94-7 86
5 Undecane, 3,8-dimethyl- 184 C13H28 017301-30-3 86
Abundance Scan 1376 (10.180 min): BF123173.D\data.ms (-1373) (- m/z 57.10 100.00%
57.1
> T M
‘ 1131 ‘10‘00‘ ‘10‘50‘
141.1  183.2 : :
oH‘,HH“M!W”W‘MJ‘_m_‘m‘mwww“‘2‘1“1“2‘?3‘?“1” m/z 43.10  84.95%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #83033: Tetradecane, 4-ethyl-
43.0
5000 71.0 S e
10.00 10.50
m/z 71.10 69.02%
99.0
O H\’\\H“H\h‘\\hh‘!\\\“\\1‘?“2\\7\\0‘\\\\5‘\0\H“\]\-\gﬁ\()\\z\‘z\e\\(\)‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #96002: Tridecanol, 2-ethyl-2-methyl-
57.0
e =
10.00 10.50
5000 85.0 m/z 85.10 49.62%
113.0 211.0
‘\ || MR0110460,
0“W‘HqHHHMMM‘W‘w‘mw‘h‘h‘u‘u‘wu‘W‘H‘_‘H‘H‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #100330: 2-Bromo dodecane A P
57.0 10.00 10.50
m/z 41.10 39.38%
5000 85.0
29.0 113.0 169.0
T TS Y1 A L B
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021021\
Data File : BF123173.D

Acq On : 10 Feb 2021 16:47
Operator : JU/CG

Sample : M1348-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 10
R.T. EstConc Area Relative to ISTD R.T.
10.363 61.74 ng 6462150  Acenaphthene-die 9.927
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 96
2 Pentadecane 212 C15H32 000629-62-9 90
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 86
Abundance Scan 1407 (10.363 min): BF123173.D\data.ms (-1400) (1 m/z 57.10 100.00%
57.1
- =F
L 113.1 1411 169.2 226.3 1000 1050
oH‘,‘m\‘;‘H‘H‘:w‘!m“,‘m_uH‘m“““,‘1‘97_2‘”_”‘_ m/z 43.10  72.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83027: Hexadecane
57.0
5000 85.0 7 —T1
10.00 10.50
29.0 m/z 71.10 68.84%
\\\’\\\\‘\\\‘\1\\‘1\\\’\\\\‘\\H‘\H\‘H\\’\\\l‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane
57.0
- e
10.00 10.50
m/z 85.10 47.11%
5000 85.0
29.0
0 L L 8014101690 2120
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #140552: Dodecane, 1-iodo- — 5
57.0 10.00 10.50
m/z 41.10 39.81%
5000 85.0
29.0 113.0 155.0
bl bl 1830 = —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50

8270-BF012721.M Thu Feb 11 06:46:25 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021021\
Data File : BF123173.D

Acq On : 10 Feb 2021 16:47
Operator : JU/CG

Sample : M1348-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 Tetradecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.833 37.88 ng 2441340  Phenanthrene-die 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 93
2 Tridecane, 1-iodo- 310 C13H27I ©35599-77-0 90
3 Hexadecane 226 C1l6H34 000544-76-3 90
4 Heptadecane 240 C17H36 000629-78-7 87
5 Dodecane, 1l-iodo- 296 C12H25I 004292-19-7 86

Abundance Scan 1487 (10.833 min): BF123173.D\data.ms (-1484) (1  m/z 57.10 100.00%
57.1

o —r=
‘ 99.1 1412 10.50 11.00
oAb |, 1412 1832 2403 ., 4310 69.77%
mfz--> 50 100 150 200 250 300
Abundance #59880: Tetradecane
57.0
5000 — —r
10.50 11.00
m/z 71.10  66.66%
99.0
01\5.\q‘\ ‘\“ ‘ H‘\ ‘!‘ \“‘\ “" \H T %4}.’()\ T \1\9?.(\) T T T ’ L ‘ T
m/z--> 50 100 150 200 250 300
Abundance #152416: Tridecane, 1-iodo-
57.0
2 —r=
10.50 11.00
5000 m/z 85.10 46.22%
99.0 183.0
oAb d L e T° s
miz--> 50 100 150 200 250 300
Abundance #83025: Hexadecane T —==
57.0 10.50 11.00
m/z 41.05 34.70%
) M
o 25J0‘L‘ ! “‘9?'0‘ 141.0 183.0 226.0
e e e e — =
m/z--> 50 100 150 200 250 300 10.50 11.00

8270-BF012721.M Thu Feb 11 06:46:26 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021021\
Data File : BF123173.D

Acq On : 10 Feb 2021 16:47
Operator : JU/CG

Sample : M1348-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 unknownll.71 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.716 43.59 ng 2809620  Phenanthrene-die 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 49
2 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 38
3 1-Hexene, 4-ethyl- 112 C8H16 016746-85-3 27
4 2-(Decyloxycarbonyl)benzoic acid 306 C18H2604 1000373-53-2 27
5 Terephthalic acid, monochloride,... 296 C16H21C103 1000324-22-9 27

Abundance Scan 1637 (11.716 min): BF123173.D\data.ms (-1626) (1  m/z 70.10 100.00%

70.1
149.0
261.1
5000
1061 11.50 12.00
ob—d ‘WH‘;‘M}‘H“HH_“‘MHH_H m/z 149.60  66.31%
miz--> 50 100 150 200 250 300 350
Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0
167.0 261.0
5000 — —
11. 50 12.00
m/z 65.06%
. “ h N ‘ 11,2050 | |3040 3610
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\
miz--> 100 150 200 250 300 350
Abundance #207809. 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0 112.0 261.0
ll 50 12 00
5000 ITI z 60.12%
67.0
oS L L 113040 3610
miz--> 50 100 150 200 250 300 350
Abundance #6660: 1-Hexene, 4-ethyl-
43.0 ll 50 12 00
m/z 261 54.80%
5000
H 83.0
ol bbb ” . | —
m/z--> 50 100 150 200 250 300 350 ll 50 12.00

8270-BF012721.M Thu Feb 11 06:46:26 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021021\
Data File : BF123173.D

Acq On : 10 Feb 2021 16:47
Operator : JU/CG

Sample : M1348-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 1,4-Benzenedicarboxylic aci... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.774 63.29 ng 4079300  Phenanthrene-d10 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 64
2 Terephthalic acid, 3-methylbut-2... 348 C21H3204 1000356-27-6 53
3 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 52
4 Terephthalic acid, monochloride,... 296 C16H21Cl03 1000324-22-9 47
5 Terephthalic acid, 3-hexyl octyl... 362 C22H3404 1000356-23-1 30

Abundance Scan 1647 (11.774 min): BF123173.D\data.ms (-1641) (-] m/z 70.10 100.00%

70.1
149.0
261.1
5000

h ‘ ‘ 11.50 12.00
“v“‘J‘MWJJ‘}‘u“q“““‘;“‘n e m/z 149.00  72.98%

o 189.1 304.1
mi/z--> 100 150 200 250 300 350
Abundance #207813. 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
261.0
149.0
70.0
5000

—T —T
11.50 12.00
m/z 261.10  64.79%

L \M ‘h‘\”‘ \‘ T " \‘ \‘ \‘ T ‘ T ‘\ \ \ ’ L ‘ \‘ 1:3\()‘4\.(\) T \3‘6\]-.\0\ T ‘
m/z--> 50 100 150 200 250 300 350
Abundance #182854: Terephthalic acid, 3-methylbut-2-yl octyl ester
261.0
D —

11.50 12.00

o

5000 70.0 m/z 112.10 48.25%
149.0
ke O PO N S
miz--> 50 100 150 200 250 300 350
Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl) ] ‘
70.0 11.50 12 00
112.0 %
1670 261.0 m/z 167.00 35.33%
5000 /\
. M h 2170 | 3040 3610
““‘ “,““““‘,“““‘ T —
mlz--> 100 150 200 250 300 350 11 50 12.00

8270-BF012721.M Thu Feb 11 06:46:27 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021021\
Data File : BF123173.D

Acq On : 10 Feb 2021 16:47
Operator : JU/CG

Sample : M1348-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 Terephthalic acid, 3-methyl... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

11.822 151.59 ng 9770220 Phenanthrene-d10 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Terephthalic acid, 3-methylbut-2... 348 C21H3204 1000356-27-6 64
2 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 50
3 Terephthalic acid, monochloride,... 296 C16H21C103 1000324-22-9 47
4 Terephthalic acid, phenyl octyl ... 354 C22H2604 1000324-06-6 43

5 Isophthalic acid, 2,4-dichloroph... 422 C22H24C1204 1000344-41-2 38

Abundance Scan 1655 (11.821 min): BF123173.D\data.ms (-1649) (1 m/z 70.10 100.00%

70.1
5000
Ll s
ot Wbty Llaee | L8881 14000 79.41%
miz--> 100 150 200 250 300 350
Abundance #182854. Terephthalic acid, 3-methylbut-2-yl octyl ester
261.0
5000
70.0 11. 50 12 00
149.0 m/z 261.10 75.76%
219.0
02\9‘\.%“”\‘\\"\\‘\\‘\‘\\\’\‘\\‘\‘\‘\‘\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #207813: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
261.0
— ‘ ‘
70.0 149.0 11.50 12.00
5000 m/z 112.10  51.24%
ol h‘ I || .| 11890 | |304.0 361.0
; — “‘““,““““““““““
miz--> 50 100 150 200 250 300 350
Abundance #140894: Terephthalic acid, monochloride, octyl ester “ -
261.0 11 50 12.00
ofnL L \L FTTI T R R
m/z--> 50 100 150 200 250 300 350 11. 50 12 00

8270-BF012721.M Thu Feb 11 06:46:27 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021021\
Data File : BF123173.D

Acq On : 10 Feb 2021 16:47
Operator : JU/CG

Sample : M1348-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.957 111.28 ng 7172380 Phenanthrene-di10 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 89
5 Tridecanoic acid 214 C13H2602 000638-53-9 74

Abundance Scan 1678 (11.957 min): BF123173.D\data.ms (-1671) (1 m/z 73.00 100.00%

73.0 ' '
43.1
5000 129.1
213.2 S
‘ H ‘ 1711 256.1 12.00
oL w ‘H‘n HH A “‘ \\‘H\ ‘u‘\‘ oyl “ ‘ : w“‘ - ‘ L‘ ‘2‘86‘-: m/z 43.10 80.84%
miz--> 50 100 150 200 250
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
97.0 1710 2130 256.0 m/z 60.00  79.12%
o] mmm— “M‘ U!‘ H‘ \\hHw ‘H‘\ i ‘ “ ‘ . \[ “‘r L “\‘ o
miz--> 50 100 150 200 250
Abundance #131261: Octadecanoic acid
43.0,,73.0
=
12.00
5000 129.0 m/z 41.10 67.30%
‘ 185.0 2410 284ac
oL— \“H | h!\ \H \‘h‘ “‘M\‘ H‘\ | “ L ‘ . ‘\‘ \‘ \‘ s “\ Pt L .
m/z--> 50 100 150 200 250
Abundance #95851: Pentadecanoic acid 7
43.0 73.0 12.00
m/z 55.10 66.22%
5000 129.0
‘ 199.0 92420
ol H H‘n il um‘ \\hH ‘\m‘u‘\ “ 1‘67‘9“ ‘ ““ R —
m/z--> 50 100 150 200 250 12.00

8270-BF012721.M Thu Feb 11 06:46:28 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021021\
Data File : BF123173.D

Acq On : 10 Feb 2021 16:47
Operator : JU/CG

Sample : M1348-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.745 95.60 ng 6104000 Chrysene-d12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 1812 (12.745 min): BF123173.D\data.ms (-1805) (1  m/z 73.00 100.00%
73.0

5000 129.1

%

185.1 241.2
284.3

H‘““ Lt .l ‘ L, J‘ . | SALLS8T.  n/z 43.10  94.62%

1 150 200 250 300 350
#131261: Octadecanoic acid

3.0
5000 129.0 e ——
12.50 13.00
1850 241 09840 m/z 60.00  80.67%
O T “ \‘ ’ ‘\ \‘ T \ “ ‘\ T ‘\ \‘ ‘ \ T \‘\ ‘ L ‘ L

12.50 13.00

O
m/z--> 5
Abundance

%

\‘h“\ M s
100 150 200 250 300 350

m/z--> 50
Abundance #95851: Pentadecanoic acid
3.0
—= =
12.50 13.00
5000 129.0 ITI/Z 57.10 77 .70%
29.Q
‘ 199.0242.0
oL, “ H \\H“m\h\\\ \u‘\ ul ‘ \‘ ‘\““‘ L ““ T
m/z--> 150 200 250 300 350
Abundance #84453: Tetradecanoic acid —— —
73.0 12.50 13.00
m/z 55.10 74.62%
5000
129.0
29. 185.0228.0
O, T . T . . ‘ .
m/z--> 50 100 150 200 250 300 350 12.50 13.00

8270-BF012721.M Thu Feb 11 06:46:28 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021021\
Data File : BF123173.D

Acq On : 10 Feb 2021 16:47
Operator : JU/CG

Sample : M1348-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 Tetracosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.139 18.96 ng 1210720 Chrysene-d12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 2-methyloctacosane 408 C29H60 1000376-72-8 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Octacosane 394 (C28H58 000630-02-4 91
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 2049 (14.139 min): BF123173.D\data.ms (-2045) (1  m/z 57.10 100.00%
57.1

5000 \/MAML
9 1 T I T T I T
\ | \ 141.1183 1225.2267.1310.2 14,00 1459
ol A AL AL [17188.12252267.13102357.2 /7 71,10 59.95%
m/z--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane
57.0
5000 7 ——
14.00 14.50
m/z 43.10  56.29%
41.0
O T \“‘\ \“ \hh‘ \h‘\hL \“‘ \]T\ \ ];8\3\(‘)2\2\5\\0‘ L ‘ T \3:?? ‘o\ T
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
— —
14.00 14.50
5000 ITI/Z 85.10 51.02%
ok “\ “\\ H | 141-0183.0225.0267.0309.0 3650
e “““‘ S e S
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane T —
57.0 14.00 14.50
m/z 55.10  22.18%
5000
9.0
o150 | | ||| 1410183.0225,0267.03000 3800
R e o  Ef A I e S e —— ——
m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021021\
Data File : BF123173.D

Acq On : 10 Feb 2021 16:47
Operator : JU/CG

Sample : M1348-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 Hexacosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.274 20.02 ng 972119 Perylene-di2 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Octadecane, 2-methyl- 268 C19H40 001560-88-9 94
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Octacosane 394 (C28H58 000630-02-4 91
Abundance Scan 2242 (15.274 min): BF123173.D\data.ms (-2236) (1  m/z 57.10 100.00%
57.1
9.1 e —r—
‘ ‘ ‘ ‘ 1.0 1971 15.00 15.50
ob hhd L LD 19712300 2053 3573 1 10 70.81%
miz--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 — —
15.00 15.50
m/z 43.10 59.97%
oL 19101650225 0267030903670
\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #117648: Octadecane, 2-methyl-
43.0
— —
15.00 15.50
5000 m/z 85.10 51.13%
5.0
27 225.0
ol dlli|12r01690 2592680
miz--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane T ——
57.0 15.00 15.50
m/z 55.10 22.70%
e \/WWM
41.0
AELERE w |¥40w30250 20
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021021\
Data File : BF123173.D

Acq On : 10 Feb 2021 16:47
Operator : JU/CG

Sample : M1348-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 Palmitic acid vinyl ester Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.857 22.86 ng 1110040 Perylene-di2 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Palmitic acid vinyl ester 282 C18H3402 000693-38-9 70
2 16-Hexadecanoyl hydrazide 270 C16H34N20 002619-88-7 52
3 2-Heptadecanone 254 C17H340 002922-51-2 38
4 Ether, 1-hexadecenyl methyl 254 C17H340 015519-14-9 30
5 Nonadecane 268 C19H40 000629-92-5 25

Abundance Scan 2341 (15.857 min): BF123173.D\data.ms (-2334) (1  m/z 57.05 100.00%

57.0 239.2
5000
6.0
— —
15.50 16.00
7.1
ol L4 i bt J‘ ‘ |£811 323 7 239.15  98.55%
miz--> 50 100 150 200 250 300
Abundance #129350: Palmitic acid vinyl ester
57.0
239.0
5000 == ——
15.50 16.00
m/z 71.10 98.34%
O T \q‘\ \ ‘ ““ \‘\ MH ‘\h \%\37\0‘\]\_8\3\0‘ \ \‘\ ! ‘ T T ‘ L
m/z--> 50 100 150 200 250 300
Abundance #119244: 16-Hexadecanoyl hydrazide
32.0
— —
15.50 16.00
5000 ITI/Z 43.10 91.88%
74.0
ol 1) ,10901430 1000 *%0 ‘/\\/\/\\\\/
R R L T A A A B e
miz--> 50 100 150 200 250 300
Abundance #105853: 2-Heptadecanone “ T
58.0 15.50 16.00
m/z 58.00 55.46%
5000
254.0
L1580 asp0 a0
0 “M“ I = —
mlz--> 100 150 200 250 300 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021021\
Data File : BF123173.D

Acq On : 10 Feb 2021 16:47
Operator : JU/CG

Sample : M1348-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 16-Hentriacontanone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

17.098 140.31 ng 6813040 Perylene-di2 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 16-Hentriacontanone 450 C31H620 000502-73-8 62
2 16-Hexadecanoyl hydrazide 270 C16H34N20 002619-88-7 52
3 Hexadecanoic acid, 4-nitrophenyl... 377 C22H35NO4 001492-30-4 47
4 Palmitic acid vinyl ester 282 C18H3402 000693-38-9 46
5 2-Heptadecanone 254 C17H340 002922-51-2 38

Abundance Scan 2552 (17.098 min): BF123173.D\data.ms (-2540) (1  m/z 239.20 100.00%

57.1 239.2
5000
— —
| ‘ ||, 3235 4103 17.00 17.50
— w”“Mﬂv“h bood Ll 3283 4103 0 5716 og.25%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #227190: 16-Hentriacontanone
57.0 239.0
5000 = ‘
17.00 17.50
m/z 71.05 95.27%
L h\

o

450.(
LI ‘\ ‘ \ T T‘ ” mh \m\ ‘T ‘\‘\ T \L‘ I‘ T \‘ ‘ \‘\2!9\6‘.\()\ T ’ T 1T ‘ LI }l T
m/z--> 100 150 200 250 300 350 400 450
Abundance #119244: 16-Hexadecanoyl hydrazide

32.0

T
17.00 17.50
5000 m/z 43.10 88.01%

239.0
o ALL0 1370185020
m/z--> 50 100 150 200 250 300 350 400 450
Abundance : i i i -

#201039: Hexadecanoic acid, 4-nitrophenyl ester T T

239.0 17.00 17.50
m/z 255.25 54.51%
43.0
5000 J/\\
0 1|f,181° o8l 3070 — v
m/z--> 100 150 200 250 300 350 400 450 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021021\
Data File : BF123173.D

Acq On : 10 Feb 2021 16:47
Operator : JU/CG

Sample : M1348-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 unknownl7.50 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.509 71.04 ng 3449330 Perylene-di2 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid, ethenyl ester 310 C20H3802 000111-63-7 49
2 16-Hexadecanoyl hydrazide 270 C16H34N20 002619-88-7 49
3 Eicosane 282 C20H42 000112-95-8 47
4 2-Nonadecanone 282 C19H380 000629-66-3 46
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 38

Abundance Scan 2622 (17.509 min): BF123173.D\data.ms (-2610) (1  m/z 57.10 100.00%

571.1
239.2
5000
} s
ob 4} “ | M o Y ‘ZFS 3612 418, 7110  98.35%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #153147: Octadecanoic acid, ethenyl ester
57.0
239.0
5000 L — :
17.50
‘ m/z 43.10 83.75%
O” ‘\\‘\L\‘\ lJ\-7\7\\()‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #119244: 16-Hexadecanoyl hydrazide
32.0
T \
17.50
5000 ITI/Z 239.20 54.29%
239.0
ol 00 B0
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #129491: Eicosane T
57.0 17.50
m/z 58.05 54.15%
5000
o L 01690 2250 2820 A
w“\"‘w‘“w“‘w‘“w“‘w“‘w“‘w“‘w““ T
m/z--> 0 50 100 150 200 250 300 350 400 450 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021021\
Data File : BF123173.D

Acq On : 10 Feb 2021 16:47
Operator : JU/CG

Sample : M1348-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 cis-11,14-Eicosadienoic aci... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

18.492 28.41 ng 1379460 Perylene-di2 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-11,14-Eicosadienoic acid, me... 322 C21H3802 1000333-61-8 78
2 6-Octadecenoic acid 282 C18H3402 1000336-66-8 50
3 1,2-15,16-Diepoxyhexadecane 254 C16H3002 1000192-65-0 46
4 2,6-Dimethylbicyclo[3.2.1]octane 138 C10H18 1000215-28-2 46
5 5-Eicosyne 278 C20H38 074685-31-7 45

Abundance Scan 2789 (18.492 min): BF123173.D\data.ms (-2778) (-  m/z 55.05 100.00%

218 . .
95.1
5000
=
18.50
ol m/z 43.10 89.72%
miz--> 50 100 150 200 250 300 350
Abundance  #162987: cis-11,14-Eicosadienoic acid, methyl ester
67.0
5000 T
09.0 18.50
m/z 57.10 84.76%
O T \‘L. \‘ ‘ “\‘HM‘ ‘H“ “‘ \h‘\‘m\ “‘h ﬂ J‘ag\‘z’()\ T \248 \o\ T “ ’ T \L\ T ’ L
m/z--> 50 100 150 200 250 300 350
Abundance #129340: 6-Octadecenoic acid
53.0 970
==
18.50
5000 m/Z 81.10 66.52%
37.0 180.0222.0
0'
miz--> 50 100 150 200 250 300 350
Abundance #105696: 1,2-15,16-Diepoxyhexadecane —
55.0 18.50
m/z 67.10 66.08%
35.0
ol LIk, M 120 amozsao Sy
m/z--> 0 100 150 200 250 300 350 18.50

8270-BF012721.M Thu Feb 11 06:46:31 2021 Page: 22



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021021\
Data File : BF123173.D

Acq On : 10 Feb 2021 16:47
Operator : JU/CG

Sample : M1348-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 2-Nonadecanone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.692 380.77 ng 18488900 Perylene-di2 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Nonadecanone 282 C19H380 000629-66-3 60
2 Octadecanoic acid, ethenyl ester 310 C20H3802 000111-63-7 58
3 16-Hexadecanoyl hydrazide 270 C16H34N20 002619-88-7 49
4 Hexadecanal, 2-methyl- 254 C17H340 055019-46-0 43
5 Decane, 5-propyl- 184 C13H28 017312-62-8 38

Abundance Scan 2823 (18.692 min): BF123173.D\data.ms (-2802) (1 m/z 57.10 100.00%

57.1
239.2
5000

9.1
18.40 18.60 18.80
1802 2#5.3 .
- w"‘jhh'u Skl LTTE8SLA 478 s 71,85 97.55%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #129460: 2-Nonadecanone
58.0

5000 e
18.40 18.60 18.80

m/z 43.10 87.01%

(L (4110 166.0 222.0 282.0
‘\\\\‘f\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #153147: Octadecanoic acid, ethenyl ester
57.0

o

o

239.0 LI LA AL N B B R

18.40 18.60 18.80

5000 m/z 239.20 58.81%
‘090
NI T1 11—
miz--> 0 50 100 150 200 250 300 350 400 450

Abundance #119244: 16-Hexadecanoy! hydrazide e

32.0 18.40 18.60 18.80

m/z 267.30  53.64%

5000 /\\
0 JM \‘ﬁﬁ\ 23\90

m/z--> 0 50 100 150 200 250 300 350 400 450 18.40 18.60 18.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021021\
Data File : BF123173.D

Acqg On : 10 Feb 2021 16:47
Operator : JU/CG

Sample : M1348-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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|
3-Penten-2-one,... 4.481 74.0 ng 3002200 1 6.881 811060 20.0
Decane, 2,3,5-t... 9.328 36.2 ng 3793140 3 9.927 2093410 20.0
Tritetracontane 9.651 30.6 ng 3203040 3 9.927 2093410 20.0
Heptadecane 9.869 90.7 ng 9494960 3 9.927 2093410 20.0
Undecane 10.092 21.1 ng 2203220 3 9.927 2093410 20.0
Tetradecane, 4-... 10.180 22.9 ng 2399630 3 9.927 2093410 20.0
Hexadecane 10.363 61.7 ng 6462150 3 9.927 2093410 20.0
Tetradecane 10.833 37.9 ng 2441340 4 11.416 1289070 20.0
unknownl11.71 11.716 43.6 ng 2809620 4 11.416 1289070 20.0
1,4-Benzenedica... 11.774 63.3 ng 4079300 4 11.416 1289070 20.0
Terephthalic ac... 11.822 151.6 ng 9770220 4 11.416 1289070 20.0
n-Hexadecanoic ... 11.957 111.3 ng 7172380 4 11.416 1289070 20.0
Octadecanoic acid 12.745 95.6 ng 6104000 5 14.063 1276920 20.0
Tetracosane 14.139 19.0 ng 1210720 5 14.063 1276920 20.0
Hexacosane 15.274 20.0 ng 972119 6 15.545 971141 20.0
Palmitic acid v... 15.857 22.9 ng 1110040 6 15.545 971141 20.0
16-Hentriaconta... 17.098 140.3 ng 6813040 6 15.545 971141 20.0
unknownl7.50 17.509 71.0 ng 3449330 6 15.545 971141 20.0
cis-11,14-Eicos... 18.492 28.4 ng 1379460 6 15.545 971141 20.0
2-Nonadecanone 18.692 380.8 ng 18488900 6 15.545 971141 20.0
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