LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092220\
Data File : BF121650.D
Aca On 1 22 Sep 2020 20:22 Instrument :
Operator : JU/CG E?Afs el

- _ lentosampleld :
3?22'6 : L4104-09 PAV-B29-092120-10-17
ALS Vial : 8 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF091020.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.110 3 4 19 rVB 276747 278730 5.90% 0.872%
2 5.034 498 501 510 rBV 47997 65594 1.39% 0.205%
3 5.434 564 569 572 rBY 3452724 3280391 69.48% 10.261%
4 6.445 736 741 744 rBV 3268929 3496085 74.04% 10.936%
5 6.639 771 774 784 rBV 60053 79612 1.69% 0.249%
6 6.810 799 803 806 rBY 1067766 894452 18.94% 2.798%
7 7.375 893 899 902 rBVY 2332767 2431799 51.50% 7.607%
8 8.092 1016 1021 1039 rBV 1302698 1194385 25.30% 3.736%
9 9.169 1198 1204 1208 rBVY 4075224 4266736 90.36% 13.347%
10 9.563 1267 1271 1279 rVB 507092 440756 9.33% 1.379%

11 9.845 1314 1319 1323 rBV 1462237 1400080 29.65% 4 _380%
12 10.639 1448 1454 1457 rBV 2927108 2849711 60.35% 8.914%
13 11.333 1567 1572 1575 rBV 1725529 1505992 31.90% 4.711%
14 11.357 1575 1576 1579 rVB 189956 97535 2.07% 0.305%
15 11.868 1659 1663 1668 rBV2 169614 175568 3.72% 0.549%

16 12.545 1775 1778 1781 rBV 353608 279377 5.92% 0.874%
17 12.774 1812 1817 1819 rBV 261478 274829 5.82% 0.860%
18 12.921 1833 1842 1845 rBV 4556445 4721685 100.00% 14.770%
19 13.104 1870 1873 1877 rVB 49216 48060 1.02% 0.150%
20 13.398 1920 1923 1930 rVB 192957 208911 4.42% 0.653%

21 13.851 1996 2000 2013 rVVv4 171093 488701 10.35% 1.529%
22 13.968 2015 2020 2023 rVV 1282711 1465759 31.04% 4 _.585%
23 13.992 2023 2024 2032 rVB 162133 157230 3.33% 0.492%
24 14.445 2096 2101 2104 rBV3 67947 97551 2.07% 0.305%
25 14.598 2124 2127 2133 rVB 100732 95235 2.02% 0.298%

26 15.004 2192 2196 2199 rBV 135001 209401 4.43% 0.655%
27 15.298 2242 2246 2252 rVB 90938 128189 2.71% 0.401%
28 15.357 2252 2256 2262 rBV 138738 175163 3.71% 0.548%
29 15.421 2262 2267 2271 rBV 730861 915329 19.39% 2.863%
30 16.851 2504 2510 2518 rVB2 66722 134287 2.84% 0.420%

31 17.280 2577 2583 2593 rVB 54304 110960 2.35% 0.347%

Sum of corrected areas: 31968093
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092220\

Data File : BF121650.D

Aca On : 22 Sep 2020 20:22

Operator : JU/CG

ﬁ?gg le L4104-09 PAV-B29-092120-10-17
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF121650.D

4000000

5.43
6.45

3000000
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2000000

6.81
1000000

cﬁi 5.03 L | 664 L,

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF121650.D
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4000000

3000000 10.64

2000000 11.33
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1000000

956
12,54
111,36 11.87 2o

o e
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: BF121650.D

4000000

3000000

2000000

13.97

1000000
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e e e e L s e e

I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092220\

Data File : BF121650.D

Aca On : 22 Sep 2020 20:22

Operator : JU/CG

3?22 le L4104-09 PAV-B29-092120-10-17
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

2.11 6.23 ng 278730 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 4 (2.110 min): BF121650.D (-3) (-) m/z 73.10 100.00%
73
5000 43
55 87
—
220 2.30 2.40 2.50
o 8L e | m/Z 43.10  42.50%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 IR AR RAREE AR AR
43 2.20 2.30 2.40 2.50
55 87 m/z 55.10 28.47%
0 ?9 35 1] | 67 ||, 80
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 U AR U AR AR
220 2.30 2.40 2.50
5000 a1 55 m/z 87.10 25.96%
29
0 47 67 || 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1997: Silane, tetramethyl- R ma RN
7B 220 2.30 2.40 2.50
m/z 41.10 13.98%
5000
45
29 37 || 535965 |, 80 88
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 2.30 240 250

8270-BF091020-M Wed Sep 23 11:59:11 2020 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092220\

Data File : BF121650.D

Aca On : 22 Sep 2020 20:22

Operator : JU/CG

3?22 le L4104-09 PAV-B29-092120-10-17
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.87 2.33 ng 175568 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Oxalic acid, dodecyl propyl ester 300 C17H3204 1000309-26-5 18
Abundance Scan 1663 (11.868 min): BF121650.D (-1659) (-) m/z 73.00 100.00%
60 73
5000
85 129 192 )13
8 15 | 5157171 027 256 11.60 11.80 12.00 12.20
o} m/z 43.05 93.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 LR BRI BN BRI B
11. 60 11. 80 12. oo 12 20
m/z 60.00 88.04%
TJJ 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 11760 1180 12,00 1220
5000 29 129 m/z 57.10 75.06%
87 15 oh 214
101 143 157 185
O Rt S s T B B N .
m/z--> 25 Jo éo 85 160 150 110 1éo 180 200 220 250 2éo L0A¢A%Adﬁ\rwﬂh
Abundance #95855: Pentadecanoic acid Ll L B
43 60 73 11.60 11.80 12.00 12.20
m/z 55.05 74 .46%
5000] o
Oh “ : .Ua‘. gy W%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092220\

Data File : BF121650.D

Aca On : 22 Sep 2020 20:22

Operator : JU/CG

3?22 le L4104-09 PAV-B29-092120-10-17
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.40 2.85 ng 208911 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 90
2 Pentanamide 101 C5H11NO 000626-97-1 64
3 Hexadecanamide 255 C16H33NO 000629-54-9 59
4 Dodecanamide 199 C12H25N0 001120-16-7 59
5 Nonanamide 157 C9H19NO 001120-07-6 59

Abundance Scan 1923 (13.398 min): BF121650.D (-1920) (-) m/z 59.00 100.00%

13. 00 13 20 13. 40 13. 60 13. 80

83 9811212614015416g 184 202217232 264 281

50
5000
Wﬂ]‘L‘V‘L

o m/z 72.05 60.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 41 TT T T T L L L

13.00 13.20 13.40 13.60 13.80
m/z 55.05 36.38%

2 81
0 DB 112126140154 170184108 221 238 264 281
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59

13. 00 13 20 13. 40 13. 60 13. 80

5000 2 m/z 41.05 32.05%
29
oL15 73 100
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106565: Hexadecanamide e o
59 13.00 13.20 13.40 13.60 13.80
m/z 43.10 25.54%
5000
43
b 2 | 80 100114128142156170184108212226040255
e e o o o B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092220\

Data File : BF121650.D

Aca On : 22 Sep 2020 20:22

Operator : JU/CG

3?22 le L4104-09 PAV-B29-092120-10-17
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 n-Heptadecanol-1 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.85 6.67 ng 488701 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Heptadecanol-1 256 C17H360 001454-85-9 93
2 1-Hexadecanol 242 C16H340 036653-82-4 91
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
4 1-Pentadecene 210 C15H30 013360-61-7 86
5 Cyclopentadecane 210 C15H30 000295-48-7 76

Abundance Scan 2000 (13.851 min): BF121650.D (-1996) (-) m/z 55.05 100.00%

97

5000

:

125 LENLEL L L L L I L L L LN L LI LB
140154168182196 218 234 13.60 13.80 14.00 14.20
m/z 83.10 96.00%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107662: n-Heptadecanol-1

SN
[6)]
o1
(0]
w

13.I60 13.I8O 14.'00 14.'20
125 m/z 97.10 87 .32%

139154168182196210 238

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 83
a9 g T
13.60 13.80 14.00 14.20
5000 11 m/z 43.10 86.95%

125
o 140154168 196 224

Wﬁmﬁwmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #227401: Heptadecy! heptafluorobutyrate T
7 13.60 13.80 14.00 14.20
m/z 69.10 83.99%

-

83 97

5000

29 12

:

5
139154169 196210 238 45 0g3

T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092220\

Data File : BF121650.D

Aca On : 22 Sep 2020 20:22

Operator : JU/CG

3?22 le L4104-09 PAV-B29-092120-10-17
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Perylene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.30 2.80 ng 128189 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pervlene 252 C20H12 000198-55-0 97
2 Benzolil1fluoranthene 252 C20H12 000205-82-3 97
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 96
4 Benzolelpvrene 252 C20H12 000192-97-2 95
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 95
Abundance Scan 2246 (15.298 min): BF121650.D (-2242) (-) m/z 252.10 100.00%
282
5000
125

15.00 15.20 15.40 15.60

57 74 98112 200 224
L2 10 e 273 m/z 250.10 31.20%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #104215: Perylene
252

5000
15.00 15.20 15.40 15.60
126 m/z 253.10 21.34%
o.27 50 90 M3 | 150 174 108211224237
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
252
IIIIIIIIIIIIIIIIIIIIIIA
15.00 15.20 15.40 15.60
5000 m/z 125.00 15.73%
126
113
ol 38 51 74 87 100" 150 174187200 224737
e - AL ARRC S
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #104227: Benz[e]acephenanthrylene R B B B e e e
252 15.00 15.20 15.40 15.60
m/z 126.00 14 .86%
5000
126
oL 39 74 87100113 | 150 174187200 224237
e e s
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF092220\

Data File : BF121650.D

Acq On : 22 Sep 2020 20:22

Operator : JU/CG

3?22 le L4104-09 PAV-B29-092120-10-17
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091020.M
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-methoxy... 2.11 6.2 ng 278730 1 6.81 894452 20.0
n-Hexadecanoic acid 11.87 2.3 ng 175568 4 11.33 1505990 20.0
9-Octadecenamide, ... 13.40 2.9 ng 208911 5 13.97 1465760 20.0
n-Heptadecanol-1 13.85 6.7 ng 488701 5 13.97 1465760 20.0
Perylene 15.30 2.8 ng 128189 6 15.42 915329 20.0
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