LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112320\
Data File : BF122454.D

Acqg On : 23 Nov 2020 18:51
Operator : JU/CG

Sample : L4836-02

Misc :

ALS Vvial : 13  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-BF110920.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122454.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.14e 3 9 15 rVB 524125 665099 18.30% 1.758%
2 2.246 23 27 33 rvB 50372 64578 1.78% 0.171%
3 4.451 398 402 407 rVB 65056 71474 1.97% 0.189%
4 5.075 502 508 520 rVB 1655823 1976535 54.40% 5.225%
5 5.487 573 578 581 rBV 3710772 3375798 92.91% 8.924%
6 5.875 641 644 649 rVB 212715 174807 4.81% 0.462%
7 6.492 744 749 767 rBV 3279769 3591374 98.84%  9.494%
8 6.692 780 783 788 rBV 60498 70805 1.95% 0©.187%
9 6.863 808 812 815 rBV 1414680 1072154 29.51% 2.834%
10 7.422 903 907 911 rBV 2147332 2128775 58.59% 5.627%
11  8.151 1026 1031 1034 rBV 1526376 1336119 36.77% 3.532%
12 9.228 1209 1214 1217 rBV 4284539 3633589 100.00% 9.605%
13 9.310 1225 1228 1232 rBv4 85387 92490 2.55% 0.244%
14  9.622 1277 1281 1285 rBV 605991 562501 15.48% 1.487%
15 9.675 1288 1290 1295 rVB4 33875 46973  1.29% 0.124%
16 9.781 1303 1308 1310 rBV2 69857 106218 2.92% 0.281%
17 9.822 1312 1315 1317 rBV 94999 74216 2.04%  0.196%
18 9.910 1323 1330 1333 rBV 1584224 1514050 41.67% 4.002%
19 10.110 1361 1364 1371 rVB5 29988 47656 1.31% 0.126%
20 10.339 1401 1403 1406 rVB 122880 102030 2.81% 0.270%
21 10.451 1419 1422 1428 rBV3 47110 67133 1.85% 0.177%
22 10.563 1436 1441 1447 rVV2 122841 170107 4.68% 0.450%
23 10.616 1447 1450 1453 rVB4 41089 44530 1.23% 0.118%
24 10.698 1459 1464 1472 rBV 2428615 2404310 66.17% 6.356%
25 10.816 1481 1484 1485 rBV 184786 153854 4.23% 0.407%
26 11.033 1519 1521 1524 rBV3 42714 49395 1.36% 0.131%
27 11.263 1557 1560 1563 rBV 134975 128106 3.53% 0.339%
28 11.298 1563 1566 1571 rVB 130262 146245 4.02% 0.387%
29 11.398 1579 1583 1585 rBV 1470957 1345398 37.03% 3.557%
30 11.422 1585 1587 1590 rVV 373678 311613 8.58% 0.824%
31 11.469 1593 1595 1598 rVB 105820 88288 2.43% 0.233%
32 11.692 1630 1633 1636 rVB 136550 100874 2.78% 0.267%
33 11.927 1670 1673 1677 rBV2 248501 228611 6.29% 0.604%
34 12.010 1684 1687 1690 rBV 88037 91517 2.52% 0.242%
35 12.104 1700 1703 1705 rBV 92104 72731 2.00% ©0.192%
36 12.451 1760 1762 1765 rBV 56800 55999 1.54% 0.148%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112320\
Data File : BF122454.D

Acqg On : 23 Nov 2020 18:51
Operator : JU/CG

Sample : L4836-02

Misc :

ALS Vvial : 13  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-BF110920.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.492 1766 1769 1774 rVB2 95789 94922  2.61% 0.251%
38 12.533 1774 1776 1781 rBV 59837 70071 1.93% ©.185%
39 12.616 1786 1796 1793 rBV 849093 711894 19.59%  1.882%
40 12.710 1803 1806 1811 rBV5 84681 118347 3.26% ©.313%
41 12.839 1823 1828 1831 rBV 765077 745396 20.51% 1.970%
42 12.986 1849 1853 1856 rBV 3776021 3191091 87.82% 8.436%
43 13.057 1863 1865 1869 rVB 51401 60028 1.65% 0.159%
44 13.169 1882 1884 1887 rVvB2 85733 70633 1.94% ©.187%
45 13.239 1891 1896 1898 rVv2 51546 67800 1.87% 0.179%
46 13.274 1899 1902 1905 rVV 75404 78086 2.15% 0.206%
47 13.398 1921 1923 1926 rBV 50659 56479  1.55% 0.149%
48 13.674 1968 1970 1976 rVB 64384 73586 2.03% 0.195%
49 13.792 1987 1990 1992 rBV2 48785 64433 1.77% ©.170%
50 13.821 1992 1995 1996 rBV 64664 58997 1.62% 0.156%
51 13.898 2005 2008 2016 rVB4 192922 308781 8.50% 0.816%
52 14.039 2028 2032 2035 rBV2 1378124 1611209 44.34%  4.259%
53 14.068 2035 2037 2043 rVB 340097 336074 9.25% ©.888%
54 14.145 2048 2050 2053 rVB 62172 51689 1.42% 0.137%
55 15.086 2206 2210 2219 rVB2 460757 984469 27.09%  2.602%
56 15.392 2259 2262 2268 rVB 255010 320555 8.82% 0.847%
57 15.457 2269 2273 2279 rVB 336928 432958 11.92%  1.145%
58 15.521 2279 2284 2288 rBV 1096725 1409459 38.79%  3.726%
59 16.992 2530 2534 2543 rVB2 193374 392681 10.81% 1.038%
60 17.433 2605 2609 2621 rVB 154266 353566 9.73% ©0.935%

Sum of corrected areas: 37829156
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

. 13

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112320\
BF122454.D

: 23 Nov 2020 18:51

Ju/CaG
L4836-02

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

o

500000

TIC: BF122454.D\data.ms

5.487

5.075

140

.246 4.451

6.492

7.422

6.863

5815 6.692

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

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF122454.D\data.ms
9.228

10.698

8.151 9.910

12.986

11.398

12.61§5 839

0
Time-->

— — —
10.00 10.50 11.00

— — — —
11.50 12.00 12.50 13.00

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

0

Time-->

500000

TIC: BF122454.D\data.ms

14.039

T ‘ T T ‘ T T ‘ T T ‘ T T T
14.50 15.00 15.50 16.00 16.50

T ‘ T T T T T T ‘ T
17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112320\
Data File : BF122454.D

Acqg On : 23 Nov 2020 18:51
Operator : JU/CG

Sample : L4836-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.140 12.41 ng 665099 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 37
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
Abundance Scan 9 (2.140 min): BF122454.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000
43.0
87.0
91 2.202.302.402.50
O L m/z 43.05  35.50%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 N R R R U B
43.0 2.202.302.402.50
' 87.0 m/z 87.05 25.35%
29.0
M‘ \‘\“ %90 ‘\
O\‘H\\‘HH‘\H\‘HH“HH‘\H\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73.0
87.0 RS —
2.202.302.402.50
5000 41.0 55.0 m/z 55.05 24.42%
27.0
0 112.0 129.0
T T T e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- R e  ERARRRE
73.0 2.202.302.402.50
m/z 41.05 11.38%
5000 43.0
58.0
Obrprrthbirrrepter e T e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112320\
Data File : BF122454.D

Acqg On : 23 Nov 2020 18:51
Operator : JU/CG

Sample : L4836-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.075 36.87 ng 1976540 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 508 (5.075 min): BF122454.D\data.ms (-502) (-) m/z 43.10 100.00%

3.1
5000
101.1 T
‘ ‘ 4.80 5.00 5.20 5.40
Ol al®0 2971 n/z 59.108 57.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA L B LA A R
4.80 5.00 5.20 5.40
m/z 101.10 21.14%
15.0 ‘ 101.0
O\\\‘\‘\‘M\\“hi\\}‘\\\\‘\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
A Ra e A RamaaRE T
4.80 5.00 5.20 5.40
5000 m/z 58.10 15.92%
0 37.0 126.0
B o e o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4425 Butane, 1-ethoxy- e a  RARRREE
59.0 4.80 5.00 5.20 5.40
31.0 m/z 41.05 9.25%
5000
) I 0 | 2 SSCUPS A EP——
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112320\
Data File : BF122454.D

Acqg On : 23 Nov 2020 18:51
Operator : JU/CG

Sample : L4836-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.875 3.26 ng 174807 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 N-.alpha.-Acetylglycinamide 116 C4H8N202 002620-63-5 43
3 1,3-Dioxolane, 2-pentadecyl- 284 C18H3602 004360-57-0 17
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 10

5 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202 000822-83-3 9
Abundance Scan 644 (5.875 min): BF122454.D\data.ms (-641) (-) m/z 73.05 100.00%

43.0 73.0
5000
B ARREEEESEE T
1151 5.60 5.80 6.00 6.20

ob— h‘wu s 1 I m/z 43.00  95.22%

miz-> 50 100 150 200 250

Abundance #13496: 2-Pentanone, 4-methoxy-4-methyl-

43.0 730
5000 L L R B B
5.60 5.80 6.00 6.20
m/z 115.10 12.64%
115.0
O T \H\ ‘\h““\ \‘\ T } \‘\ T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance
73.
30.0 30
R RAREE T
5.60 5.80 6.00 6.20
5000 m/z 41.10 10.12%
117.0
o
miz--> 50 100 150 200 250
Abundance #131282: 1,3-Dioxolane, 2-pentadecyl-
73.0 5.60 5.80 6.00 6.20
m/z 39.10 6.67%
5000
ol 230 | 1150 15201830 2220 _ 283( N
T e e e e B ARREEEEEEE T
m/z--> 50 100 150 200 250 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112320\
Data File : BF122454.D

Acqg On : 23 Nov 2020 18:51
Operator : JU/CG

Sample : L4836-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
10.563 2.25 ng 170107 Acenaphthene-die 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 86
2 Heptacosane 380 C27H56 000593-49-7 72
3 Tridecane 184 C13H28 000629-50-5 72
4 Tridecane, 2-methyl- 198 C14H30 001560-96-9 64
5 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 64

Abundance Scan 1441 (10.563 min): BF122454.D\data.ms (-1436) (- m/z 57.10 100.00%
57.1
> MM
T \
‘ ‘ 1131 1691 10.50
oL——phd wu‘“ Loay ‘w“ At m/z 71,10 51.11%
miz--> 50 100 150 200 250 300 350
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57.0
5000 —— :
10.50
m/z 43.05 44.06%
0 il ‘h | 14101830 239.0
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
T \
10.50
5000 m/z 85.10 28.38%
99.0
0 141.0183.0225.0267.0 323.0 380.(
T T T T e T T e
miz--> 50 100 150 200 250 300 350
Abundance #48832: Tridecane T
57.0 10.50
m/z 41.10 26.40%
- M
s l] |20 ns .
m/z--> 50 100 150 200 250 300 350 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112320\
Data File : BF122454.D

Acqg On : 23 Nov 2020 18:51
Operator : JU/CG

Sample : L4836-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.816 2.29 ng 153854  Phenanthrene-die 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Tridecane 184 C13H28 000629-50-5 91
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 83
4 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 80
5 Heneicosane 296 C21H44 000629-94-7 74
Abundance Scan 1484 (10.816 min): BF122454.D\data.ms (-1481) (- m/z 57.10 100.00%
57.1
— —
h | | 1311401 1831 240. 10.50 11.00
Ol et bl bl b bt ot m/z 43.10 74.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94344: Heptadecane
57.0
5000 85.0 T U
10.50 11.00
m/z 71.10 68.37%
290 113.0
H\‘HH‘\H\‘H\\‘HH‘\H\‘\H\‘HH‘\H\’\H\‘HH‘\H\‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
— —
10.50 11.00
5000 85.0 m/z 85.05 48.07%
29.0
112.0 1110 184.0
S s -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #140552: Dodecane, 1-iodo- — —
57.0 10.50 11.00
m/z 41.10 35.06%
o T W
29.0 113.0 1550
Ol el L b 2830 — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50 11.00

8270-BF110920.M Tue Nov 24 13:25:44 2020 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112320\
Data File : BF122454.D

Acqg On : 23 Nov 2020 18:51
Operator : JU/CG

Sample : L4836-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 3-Methyl-4-(methoxycarbonyl... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.298 2.17 ng 146245  Phenanthrene-die 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Methyl-4-(methoxycarbonyl)hexa... 184 C9H1204 1000104-10-8 90
2 Tridecane 184 C13H28 000629-50-5 86
3 Tetradecane 198 C14H30 000629-59-4 76
4 Pentadecane 212 C15H32 000629-62-9 74
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 74
Abundance Scan 1566 (11.298 min): BF122454.D\data.ms (-1563) (- m/z 57.10 100.00%
57.1
2% T W
184.1
113.1 1A AN
‘ | ST s | 2102 11.00 11.50
0 H‘_‘HﬂunﬁuMuNWwMquwNHWmlmWm;LMNMumuwnu m/z 71.10  81.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #49280: 3-Methyl-4-(methoxycarbonyl)hexa-2,4-dienoic g
57.0
81.0 125.0
' 184.0
2000 1100 1150
152.0 : :
‘ m/z 85.05 50.52%
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
11.00 11.50
5000 m/z 43.10 48.62%
29.0 85.0
112.0 1410 1840
Ot el el o e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59879: Tetradecane T —
57.0 11.00 11.50
m/z 184.10  27.62%
5000 85.0
290‘
113.0 198.0
ooyl b b Ao 0 2600 1900 | W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112320\
Data File : BF122454.D

Acqg On : 23 Nov 2020 18:51

Operator Ju/caG

Sample L4836-02

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 7 n-Hexadecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.927 3.40 ng 228611  Phenanthrene-die 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 92
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 90
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 86
4 Tridecanoic acid 214 C13H2602 000638-53-9 68
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 64

Abundance Scan 1673 (11.927 min): BF122454.D\data.ms (-1670) (| m/z 192.10 100.00%
192.1
73.0
411
5000
129.1
—
h 4 256.1 ‘ 12.00
oL— W‘m‘m M‘HHH\‘M u;hw‘\wu . t L‘m‘\“\ al M ‘i‘”‘ ‘%4‘-1\ “H : ‘?’0‘2"' m/z 73.00 66.62%
miz--> 50 100 150 200 250 300
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
97.0 1710 2130 256.0 m/z 43.05 62.34%
ob— ‘M “H‘\‘\‘Mhu\ ;‘H‘\‘n} ‘\ ‘ “ “ “‘ \‘ ““\‘ , “\‘ 1
miz--> 50 100 150 200 250 300
Abundance
192.0
——
12.00
5000 m/z 57.10 58.08%
0 39.0 83.0 139.0
—— e T
miz--> 50 100 150 200 250 300
Abundance #54737: Anthracene, 9-methyl- ——
192.0 12.00
m/z 60.00 53.71%
5000
96.0
5 280 830 " 1520 |
e e e 5
m/z--> 50 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112320\
Data File : BF122454.D

Acqg On : 23 Nov 2020 18:51
Operator : JU/CG

Sample : L4836-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 Cyclohexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.898 3.83 ng 308781 Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 98
2 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
3 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91
Abundance Scan 2008 (13.898 min): BF122454.D\data.ms (-2005) (- m/z 57.10 100.00%
57.1
111
— ——
‘ H ‘ ‘ 167.1 215.1 3041 3552 13.50 14.00
oA R L A | m/z 83.10  78.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #81246: Cyclohexadecane
55.0
5000 — ——
11.0 13.50 14.00
m/z 43.10  78.97%
224.0
O\‘\‘\"\‘\‘\’ “;5’\9\\’\\‘\\’\\\\’\\\\’\\\\’\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
— ——
13.50 14.00
5000 111.0 m/z 55.05 77 .28%
1540 5100 29404,
O e
m/z--> 50 100 150 200 250 300 350 400
Abundance #222139: Nonadecy! pentafluoropropionate — ——
57.0 13.50 14.00
m/z 97.10 62.87%
- I WWWKVAMMWA&NNMWWMWV
o- u\\,‘ﬂ L1840 oo zmsoaizo i e
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112320\
Data File : BF122454.D

Acqg On : 23 Nov 2020 18:51
Operator : JU/CG

Sample : L4836-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.392 4.55 ng 320555 Perylene-di2 15.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[a]pyrene 252 C20H12 000050-32-8 97
3 Perylene 252 C20H12 000198-55-0 93
4 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 93
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
Abundance Scan 2262 (15.392 min): BF122454.D\data.ms (-2259) (- m/z 252.10 100.00%
25p.1
= B
12\50 200.0 304.1 1500 1550
ol 870 4l 2000, | 30413480 ;356,19 28.21%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo|e]pyrene
252.0
5000 = L
15.00 15.50
m/z 253.10  22.08%
125.0
0390 830 | 2000
\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance
252.0
T —F
15.00 15.50
5000 m/z 125.00 13.76%
126.0
0 39.0 87.0 200.0
e a e e e T
m/z--> 50 100 150 200 250 300 350
Abundance #104214: Perylene — T
252.0 15.00 15.50
m/z 126.00  12.21%
5000
125.0
ol7.0 830 \H 2000, |
T e e P e
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\BF112320\
Data File : BF122454.D

Acqg On : 23 Nov 2020 18:51
Operator : JU/CG

Sample : L4836-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 Dibenzo[def,mno]chrysene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.992 5.57 ng 392681 Perylene-di2 15.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indeno[1,2,3-cd]pyrene 276 C22H12 000193-39-5 96
2 Benzo[ghi]perylene 276 C22H12 000191-24-2 93
3 Dibenzo[def,mno]chrysene 276 C22H12 000191-26-4 81
4 1,2-Propanediol, 1-(1-phenyl-1H-... 320 C18H16N402 056804-89-8 47
5 Phosphoric acid, 4-methoxy-2-(me... 276 C11H1706P 094420-71-0 47
Abundance Scan 2534 (16.992 min): BF122454.D\data.ms (-2530) (- m/z 276.10 100.00%
276.1
5000
138.0 =
87.0 ‘ 198.0 ‘ 17.90
ol 431 870 |  1980287.0 | 3201 372 ;27410  23.12%
m/z--> 0 50 100 150 200 250 300 350
Abundance #124619: Indeno[1,2,3-cd]pyrene
276.0
5000 T
17.00
m/z 277.10  22.53%
138.0
0 50.0 98.0 | 182.02240
\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\
miz--> 0 50 100 150 200 250 300 350
Abundance
276.0
—
17.00
5000 m/z 138.00 19.39%
138.0
0 50.0 91.0 222.0
B e B e
miz--> 0 50 100 150 200 250 300 350
Abundance #124621: Dibenzo[def,mno]chrysene T
276.0 17.00
m/z 278.10  16.16%
5000
138.0
0 “2‘7“\'0‘:“‘“‘3 : 93? M“k S— I — ——
m/z--> 0 50 100 150 200 250 300 350 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112320\
Data File : BF122454.D

Acqg On : 23 Nov 2020 18:51
Operator : JU/CG

Sample : L4836-02

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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|
Butane, 2-metho... 2.140 12.4 ng 665099 1 6.863 1072150 20.0
2-Pentanone, 4-... 5.075 36.9 ng 1976540 1 6.863 1072150 20.0
2-Pentanone, 4-... 5.875 3.3 ng 174807 1 6.863 1072150 20.0
Pentadecane, 2,... 10.563 2.3 ng 170107 3  9.910 1514050 20.0
Heptadecane 10.816 2.3 ng 153854 4 11.398 1345400 20.0
3-Methyl-4-(met... 11.298 2.2 ng 146245 4 11.398 1345400 20.0
n-Hexadecanoic ... 11.927 3.4 ng 228611 4 11.398 1345400 20.0
Cyclohexadecane 13.898 3.8 ng 308781 5 14.045 1611210 20.0
Benzo[e]pyrene 15.392 4.5 ng 320555 6 15.521 1409460 20.0
Dibenzo[def,mno... 16.992 5.6 ng 392681 6 15.521 1409460 20.0
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