LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111720\
Data File : BF122348.D

Acqg On : 17 Nov 2020 16:18
Operator : JU/CG

Sample : L4723-02

Misc :

ALS Vvial : 11 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: BF122348.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.146 5 10 23 rVB 804078 1026795 20.86% 1.930%
2 5.475 571 576 579 rBV 5141666 4771160 96.94% 8.968%
3 6.481 742 747 750 rBV 4916754 4921937 100.00% 9.251%
4 6.687 779 782 789 rBV 156102 142039 2.89% 0.267%
5 6.863 809 812 816 rBV 2078574 1583251 32.17% 2.976%
6 7.422 902 907 910 rBV 3288589 3107729 63.14% 5.841%
7 8.151 1027 1031 1034 rBV 2188730 2022105 41.08% 3.801%
8 9.228 1209 1214 1217 rBV 4930963 4570257 92.85% 8.590%
9 9.616 1277 1280 1288 rVB 1196379 971760 19.74% 1.826%
10 9.904 1325 1329 1333 rBV 2817298 2349621 47.74% 4.416%
11 10.410 1411 1415 1419 rBV 140542 114781 2.33% 0.216%
12 10.692 1458 1463 1466 rBV 3876614 3757790 76.35% 7.063%
13 10.816 1481 1484 1491 rVB3 42481 71203 1.45% 0.134%
14 11.286 1562 1564 1571 rVB2 63477 72818 1.48% 0.137%
15 11.386 1577 1581 1584 rBV 2732596 2632639 53.49% 4.948%
16 11.410 1584 1585 1588 rVV 839526 533148 10.83% 1.002%
17 11.463 1592 1594 1597 rVB 96333 81768 1.66% ©.154%
18 11.616 1616 1620 1622 rBV 65187 71807 1.46% 0.135%
19 11.892 1663 1667 1669 rBV 138728 146657 2.98% 0.276%
20 11.916 1669 1671 1675 rW 546331 546362 11.10% 1.027%
21 11.951 1675 1677 1682 rVV2 163883 187056 3.80% 0.352%
22 11.998 1682 1685 1688 rVVv2 209431 255043 5.18% 0.479%
23 12.021 1688 1689 1695 rVB 125185 94267 1.92% 0.177%
24 12.186 1714 1717 1718 rBV2 83875 69526 1.41% 0.131%
25 12.204 1718 1720 1725 rVB2 115249 116654 2.37% 0.219%
26 12.374 1745 1749 1754 rVB2 159740 198458 4.03% 0.373%
27 12.439 1756 1760 1763 rVV2 130794 136882 2.78% 0.257%
28 12.474 1763 1766 1768 rVV2 69020 86487 1.76% 0.163%
29 12.521 1771 1774 1778 rVWV2 93801 93116 1.89% 0.175%
30 12.563 1778 1781 1784 rVB 74840 61412 1.25% 0.115%

31 12.598 1784 1787 1791 rBV 1411818 1166621 23.70%
32 12.704 1801 1805 1807 rBV2 74024 104427 2.12%
33 12.827 1820 1826 1829 rBV 1335557 1237180 25.14%
34 12.880 1832 1835 1839 rVB2 54851 77924  1.58%
35 12.974 1847 1851 1858 rVB 5648626 4910852 99.77%

OLoNODN
w
N
9]
R

36 13.051 1858 1864 1867 rBV2 100560 148339 3.01% 0.279%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111720\
Data File : BF122348.D

Acqg On : 17 Nov 2020 16:18
Operator : JU/CG

Sample : L4723-02

Misc :

ALS Vvial : 11 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 13.133 1875 1878 1879 rBV3 80188 81579 1.66% 0.153%
38 13.157 1879 1882 1885 rVB 175102 178247 3.62% 0.335%
39 13.221 1885 1893 1896 rBV2 123716 175787 3.57% 0.330%
40 13.263 1896 1900 1903 rBv2 134623 136001 2.76% 0.256%
41 13.351 1912 1915 1918 rVWV 96093 79220 1.61% 0.149%
42 13.380 1918 1920 1924 rVB 89711 84848 1.72% 0.159%
43 13.657 1965 1967 1972 rVB 104967 121022 2.46% 0.227%
44 13.774 1982 1987 1990 rBV3 124692 167232 3.40% 0.314%
45 13.804 1990 1992 1994 rWV 103862 84351 1.71% 0.159%
46 13.827 1994 1996 2000 rVv2 81086 90330 1.84% 0.170%
47 13.874 2000 2004 2014 rVV3 550711 814883 16.56% 1.532%
48 14.027 2025 2030 2032 rBV2 2864525 3005315 61.06% 5.649%
49 14.051 2032 2034 2040 rVB 638038 538045 10.93% 1.011%
50 14.280 2071 2073 2080 rVB7 53734 66193 1.34% 0.124%
51 14.410 2091 2095 2099 rBV 102601 120271 2.44% 0.226%
52 14.445 2099 2101 2104 rVB2 96087 82693 1.68% 0.155%
53 14.504 2109 2111 2114 rBvV3 82486 80185 1.63% 0.151%
54 14.810 2159 2163 2166 rBvV3 57644 76883 1.56% 0.145%
55 15.068 2202 2207 2210 rBV 448075 717461 14.58% 1.349%
56 15.168 2218 2224 2228 rBv3 67492 137184 2.79% 0.258%
57 15.268 2237 2241 2246 rBV5 33049 69711 1.42% 0.131%
58 15.368 2254 2258 2264 rVB 291636 357191 7.26% 0.671%
59 15.427 2264 2268 2274 rBV 341975 423018 8.59% 0.795%
60 15.498 2274 2280 2284 rVV 1717314 2162353 43.93% 4.064%
61 15.527 2284 2285 2292 rVB3 124534 169400 3.44% 0.318%
62 15.980 2358 2362 2367 rBV3 57055 88513 1.80% 0.166%
63 16.492 2445 2449 2452 rBV5 39675 65964 1.34% 0.124%
64 16.951 2521 2527 2536 rVB2 155344 310117 6.30% 0.583%
65 17.386 2595 2601 2614 rVB 132250 280383 5.70% 0.527%
Sum of corrected areas: 53204251
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 17 Nov 2020 16:18

11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111720\
BF122348.D

Ju/CaG
L4723-02

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

5000000

4000000

3000000

2000000

1000000

0

.146

TIC: BF122348.D\data.ms

5.475
6.481

7.422

6.863

6.687

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

5000000

4000000

3000000

2000000

1000000

TIC: BF122348.D\data.ms

12.974

9.228

10.692

9.904 11.386

8.151

12.5987 go7
0.616

10.410

0
Time-->

0.816 2 ¢
P Ll T

11.50 12.00

—— —— — T e
10.00 10.50 11.00

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF122348.D\data.ms

14.027

15.980

16.951
16.492 Q

17.386
A\

Time-->

/
L L T

L
13.50 14.00 14.50

‘ T T T ‘ T
15.50 16.00

T T ‘ T T T T ‘ T T ‘ T T ‘ T
15.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111720\
Data File : BF122348.D

Acqg On : 17 Nov 2020 16:18
Operator : JU/CG

Sample 1 L4723-02

Misc :

ALS vial : 11 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 1
R.T. EstConc Area Relative to ISTD R.T.
2.146  12.97 ng 1026800 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 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 10
Abundance  Scan 10 (2.146 min): BF122348.D\data.ms (-5) (-) m/z 73.05 100.00%
3.0
5000 43.0
87.0 \H‘\\H‘\\H‘\\\\‘\\\\‘\\
570 ‘ 2.202.302.402.502.60
Obrrerre L ST m/z 43.65  38.49%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 TTT [T T T [ TT T[T Trri]rt
430 2.202.302.402.502.60
' 87.0 m/z 55.05 26.11%
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 R ain e S EEEEESESEE
2.202.302.402.502.60
5000 41.0 55.0 m/z 87.05 25.18%
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 A RammaEamE s
73.0 2.202.302.402.502.60
m/z 41.05 12.47%
5000 43.0
58.0
Obrprrthbirrrepter e 1 T Tt
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111720\
Data File : BF122348.D

Acqg On : 17 Nov 2020 16:18
Operator : JU/CG

Sample 1 L4723-02

Misc :

ALS vial : 11 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 Phenanthrene, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.916 4.15 ng 546362  Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 95
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 95
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 91
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91

Abundance Scan 1671 (11.916 min): BF122348.D\data.ms (-1669) (- m/z 192.10 100.00%
19p.1

43.1 73.0
5000
1291 e

165.1
o | e
OH“HH‘}‘H“W‘m“m“m““l wm“uh““‘“‘M““H““H“HH“ m/z 73.00 60.40%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #54750: Phenanthrene, 2-methyl-
192.0 L
5000 T
12.00

43.10 57.50%

165.0
210 630 0" 1260
\H‘HH‘H\\‘\H\‘\\H‘HH‘HH‘HH‘HH‘H\‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance
192.0

o

12.00
5000 m/z 191.10 56.06%
165.0
0 39.0 83.0 115.0
R R e RA RS SEEESAE!
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #54739: Anthracene, 1-methyl-
192.0 12 00

m/z 60.00 51.47%

5000 k

m/z--> 20 40 60 80 100120140160 180 200 220 240 260 12. 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111720\
Data File : BF122348.D

Acqg On : 17 Nov 2020 16:18
Operator : JU/CG

Sample 1 L4723-02

Misc :

ALS vial : 11 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 Trifluoroacetoxy hexadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.874 5.42 ng 814883 Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
2 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 94
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 94
5 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
Abundance Scan 2004 (13.874 min): BF122348.D\data.ms (-2000) (- m/z 57.10 100.00%
57.1
5000 11.1
— —
13.50 14.00
- § H‘p ‘1“»‘“&:‘5‘?(% b 2803 m/z 43.05 95.36%
m/z--> 50 lOO 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
5000 = e
11.0 13.50 14.00
m/z 55.05  90.37%
ol50 ||| 15401960 2690 3200
miz--> 50 100 150 200 250 300 350
Abundance
57.0
— —r
13.50 14.00
m/z 83.05 89.62%
5000 1110 /
169.0
ol5.0 241.0 392.(
T T T e
miz--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol - 7
83.0 13.50 14.00
m/z 69.10 81.58%
41.0
5000
25.0
AT Y=Y R S
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111720\
Data File : BF122348.D

Acqg On : 17 Nov 2020 16:18

Operator : JU/CG

Sample 1 L4723-02

Misc :

ALS vial : 11 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 4 Benzo[e]pyrene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.368 3.30 ng 357191 Perylene-di2 15.498
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 94
3 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 94
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 94
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93

Abundance Scan 2258 (15.368 min): BF122348.D\data.ms (-2254) (- m/z 252.10 100.00%
252.1
5000
12?1 2241 M 15.00 15.50
ob. 55080 | 1740 oAl 240 u7 25618 29.45%
m/z--> 40 60 80 100120140160 180 200 220 240 260 280
Abundance #104217: Benzo|e]pyrene
252.0
5000 o e
15.00 15.50
m/z 253.05 22.08%
125.0
0 63.0 98.0, | 174.0 2240 |
\\‘HH‘\H\‘\H\‘H\\‘HH‘\\H‘\H\‘\H\‘HH‘HH‘\\ \‘HH‘\H
m/z--> 40 60 80 100120140160 180 200 220 240 260 280
Abundance
252.0
r —=
15.00 15.50
5000 m/z 125.05 14 .59%
126.0
0 63.0 99.0 1740 2240
T e e
m/z--> 40 60 80 100120140160 180 200 220 240 260 280
Abundance #104229: Benz[e]acephenanthrylene o —
252.0 15.00 15.50
m/z 126.05 11.17%
5000
126.0
ol 630 990 _imo_ 20 | Ao
RRaReE N o e R A RARRREEaLEA L e .
m/z--> 40 60 80 100120 140 160 180200 220 240 260 280 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111720\
Data File : BF122348.D

Acqg On : 17 Nov 2020 16:18
Operator : JU/CG

Sample 1 L4723-02

Misc

ALS Vvial : 11 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... 2.146 13.0 ng 1026800 1 6.863 1583250 20.0
Phenanthrene, 2... 11.916 4.2 ng 546362 4 11.386 2632640 20.0
Trifluoroacetox... 13.874 5.4 ng 814883 5 14.027 3005320 20.0
Benzo[e]pyrene 15.368 3.3 ng 357191 6 15.498 2162350 20.0
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