LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053019\
Data File : BF114674.D

Aca On : 30 May 2019 21:41

Operator : HP/JU

Sample = K3068-07

Misc :

ALS Vial : 7 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-BF052919 .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 5.304 541 547 550 rBY 6916309 7167666 58.84% 7.073%
2 6.334 710 722 725 rBVY 6195630 7683928 63.07% 7.583%
3 6.463 739 744 747 rBV 7656043 7704339 63.24% 7.603%
4 6.528 751 755 758 rVvV 363191 293643 2.41% 0.290%
5 6.692 780 783 787 rBVY 2884028 2360602 19.38% 2.330%
6 6.757 791 794 801 rVB2 156694 176596 1.45% 0.174%
7 6.851 806 810 813 rVB 6822050 6188601 50.80% 6.107%
8 7.022 835 839 849 rBV 142712 151323 1.24% 0.149%
9 7.251 873 878 881 rBVY 4651957 4942563 40.57% 4.878%
10 7.975 997 1001 1003 rBY 3678765 3024556 24.83% 2.985%

11 7.992 1003 1004 1007 rVvB 213668 139149 1.14% 0.137%
12 8.728 1125 1129 1135 rBV 223816 312992 2.57% 0.309%
13 9.051 1179 1184 1187 rBV 9083081 8205568 67.36% 8.098%
14 9.439 1247 1250 1253 rBV 635528 481032 3.95% 0.475%
15 9.722 1292 1298 1301 rBV 3577451 3325513 27.30% 3.282%

16 9.922 1326 1332 1336 rBV 140284 143541 1.18% 0.142%
17 10.498 1426 1430 1434 rBV 4622774 4111639 33.75% 4._.058%
18 10.992 1512 1514 1520 rVB 198552 190412 1.56% 0.188%
19 11.192 1544 1548 1550 rBV 3509277 2992288 24.56% 2.953%
20 11.216 1550 1552 1555 rVB 1647765 1203429 9.88% 1.188%

21 11.263 1555 1560 1563 rBV 213884 216240 1.78% 0.213%
22 11.416 1581 1586 1589 rBV3 183834 221056 1.81% 0.218%
23 11.692 1630 1633 1635 rBV 182419 144147 1.18% 0.142%
24 11.751 1635 1643 1649 rBV3 4619302 6193818 50.84% 6.112%
25 11.798 1649 1651 1654 rVB 155680 181826 1.49% 0.179%

26 12.004 1680 1686 1690 rBV2 246764 338979 2.78% 0.335%
27 12.398 1749 1753 1756 rBV 1569820 1450826 11.91% 1.432%
28 12.445 1756 1761 1767 rVVv2 530904 1088243 8.93% 1.074%
29 12.539 1769 1777 1786 rVV 7586236 12182483 100.00% 12.022%
30 12.621 1787 1791 1794 rVV 1615839 1838406 15.09% 1.814%

31 12.657 1794 1797 1806 rVB 1365816 1542544 12.66% 1.522%
32 12.774 1813 1817 1821 rVB 6338733 5911900 48.53% 5.834%
33 13.051 1861 1864 1867 rBV 355631 269937 2.22% 0.266%
34 13.686 1969 1972 1978 rVB 526448 672675 5.52% 0.664%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053019\
Data File : BF114674.D

Aca On : 30 May 2019 21:41

Operator : HP/JU

Sample = K3068-07

Misc :

ALS Vial : 7 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

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.815 1989 1994 1997 rBV3 3351139 4031002 33.09% 3.978%
36 14.315 2077 2079 2082 rBV2 281957 284629 2.34% 0.281%
37 14.674 2138 2140 2144 rVB 428632 376071 3.09% 0.371%
38 14.815 2161 2164 2166 rBV 494061 616747 5.06% 0.609%
39 15.092 2208 2211 2216 rVB 412895 508356 4.17% 0.502%
40 15.145 2217 2220 2223 rVB 456450 471510 3.87% 0.465%

41 15.204 2226 2230 2234 rVV 1784777 1991976 16.35% 1.966%

Sum of corrected areas: 101332751
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053019\

BF114674.D

30 May 2019 21:41

HP/JU

K3068-07

7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

8000000

6000000

4000000

2000000

TIC: BF114674.D

6.46

5.30 6.85

6.33

7.25

6.69

.53 'ZH‘?'OZ

0
Time-->

T
5.00
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8000000

6000000

4000000

2000000

TIC: BF114674.D

10.50 11.75

11.19

9.72

12.4

13.05

9.44

£58012.00

9}.\92

0
Time-->

12.00 12.50 13.00

11.00 11.50

10.00

9.50 10.50
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8000000

6000000

4000000

2000000

0

TIC: BF114674.D

13.82

Time-->

™1
13.50

T
18.00 18.50

16.50

I
17.00 17.50

15.50 16.00

14.00

14.50 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053019\
Data File : BF114674.D

Aca On : 30 May 2019 21:41

Operator : HP/JU

Sample = K3068-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 unknown6.46 Concentration Rank 1

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

6.46 65.27 ng 7704340 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Amphetaminil 250 C17H18N2 017590-01-1 12
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 743 (6.457 min): BF114674.D (-739) (-) m/z 132.00 100.00%
5000 68
96 RS RSN AR LR
40 5y 85 | , 115 ‘ 6.20 6.40 6.60 6.80
L L B AR R m/z 68.00 40.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil
132
5000 S AR RS A S

6.20 6.40 6.60 6.80
m/z 134.00 33.00%

91 10
39 51 65 77 | 117 | 146159 178 208 222

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
32
N AL e
6.20 6.40 6.60 6.80
5000 67 m/z 66.00 26.04%
97
‘ ‘ 117
...,....‘,‘...‘. Jy ”“..‘.‘a,....“,..H.,....,.... RS ERmam e
m/z--> 20 80 100 120 140 160 180 200 220 /\
Abundance #14491: 5-Aminoindole R L R EAmaman
132 6.20 6.40 6.60 6.80
m/z 69.05 16.43%
5000
104
14 27 39 S1 780 |15
e L T e B N AL e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053019\
Data File : BF114674.D

Aca On : 30 May 2019 21:41

Operator : HP/JU

Sample = K3068-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 Benzene, 1,2,3-trimethyl- Concentration Rank 8

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

6.53 2.49 ng 293643 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 95
3 Mesitvlene 120 C9H12 000108-67-8 94
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 90
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 90

Abundance Scan 755 (6.528 min): BF114674.D (-751) (-) m/z 105.00 100.00%
105
5000 120
7 91 6.20 6.40 6.60 6.80
39 51 65
e oo s el e Bl Tmzz 120010 46.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000 SRS AR AR AR
6.20 6.40 6.60 6.80
7 m/z 119.00 12.71%
15 27 = 51. 58 65 L % 98 || A
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9421: Benzene, 1,2,4-trimethyl-
105
120 6.20 6.40 6.60 6.80
5000 m/z 77.00 11.44%

7 91
15 27 39 Sl 5865 | 84 7 98

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9401: Mesitylene
105 6.20 6.40 6.60 6.80
m/z 90.95 8.79%
120
5000

15 27 B Slsges fg%gg |
S-S B N - SN .- [EVON [

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053019\
Data File : BF114674.D

Aca On : 30 May 2019 21:41

Operator : HP/JU

Sample = K3068-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 Phthalic anhydride Concentration Rank 10

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

8.73 2.07 ng 312992 Naphthalene-d8 7.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic anhvdride 148 C8H403 000085-44-9 96
2 1.2-Benzenedicarboxvlic acid 166 C8H604 000088-99-3 91
3 Phthalamic acid 165 C8H7NO3 000088-97-1 83
4 Phthalic acid. monoethvl ester 194 C10H1004 002306-33-4 83
5 Indan-1,2,3-trione 160 C9H403 000938-24-9 83

Abundance Scan 1129 (8.728 min): BF114674.D (-1125) (-) m/z 104.00 100.00%
76 104
5000 50
148 SRR SRR SRR R
38 8.40 8.60 8.80 9.00
ol o g6 I us 128 | 162 | s 76.00  79.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #23152: Phthalic anhydride
76 104
5000 50 SRS SRS SR SRR
148 8.40 8.60 8.80 9.00
a8 m/z 50.00 37.23%
14 26 61
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #35572: 1,2-Benzenedicarboxylic acid
104
& SRS SRS SR SRR
8.40 8.60 8.80 9.00
5000 50 m/z 74.00 19.34%
148
26 38 61 || ss5 |
miz> 10 30 3 % 50 8 70 80 % 100 130 150 150 140 150 160
Abundance #34517: Phthalamic acid N ./.F,. e
76 104 8.40 8.60 8.80 9.00
m/z 148.00 15.32%
5000 50
17 148
38
"'v'lh"%?"“|'“'|‘“'?}“'|Jt“l“"qg""h'"}}?'“l'“'l“'tv"'v"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053019\
Data File : BF114674.D

Aca On : 30 May 2019 21:41

Operator : HP/JU

Sample = K3068-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

11.75 41.40 ng 6193820 Phenanthrene-d10 11.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Octadecanoic acid 284 C18H3602 000057-11-4 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 93
5 Tridecanoic acid 214 C13H2602 000638-53-9 72

Abundance Scan 1643 (11.751 min): BF114674.D (-1635) (-) m/z 73.00 100.00%

43 7B

5000

213 I
11.40 11.60 11.80 12.00

m/z 43.05 82 .95%

157 185

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107549: n-Hexadecanoic acid

5000

11:40 11.60 11.80 12.00
256 m/z 60.00 81.50%

157 1g5 213

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #84453: Tetradecanoic acid
s
43 e e AN AN
11.40 11.60 11.80 12.00
5000 m/z 57.10 66.24%
129
185 228
2 |
A AL leﬁ? <
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131261: Octadecanoic acid T T T T
43 3 11.40 11.60 11.80 12.00
m/z 41.00 64.87%
5000 129

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053019\
Data File : BF114674.D

Aca On : 30 May 2019 21:41

Operator : HP/JU

Sample = K3068-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 6 9,10-Anthracenedione Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.00 2.27 ng 338979 Phenanthrene-d10 11.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10-Anthracenedione 208 C14H802 000084-65-1 98
2 9H-Fluoren-9-one 180 C13H80 000486-25-9 86
3 Benzolclcinnoline 180 C12H8N2 000230-17-1 64
4 1H-Phenalen-1-one 180 C13H80 000548-39-0 60
5 Benzo[h]cinnoline 180 C12H8N2 000230-31-9 49
Abundance Scan 1685 (11.998 min): BF114674.D (-1680) (-) m/z 208.00 100.00%
150 180 208
5000 76
20 90 100 1T6 | | 235 262 2430, | 1LSO1180120012.20 1240
e b o e e i e e ot || m/z 180.00  94.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #67895: 9,10-Anthracenedione
180 208
152
5000 76
11.60 11.80 12.00 12.20 12.40
50 m/z 152.00 83.23%
126
27 98
m/z--> 20 40 60 80 160 150 150 1éo 180 200 220 240 2éo 2éo 360
Abundance #45753: 9H-Fluoren-9-one
180
11.60 11.80 12,00 12.20 12.40
5000 m/z 151.10 45 _.25%
152
76
27 50 | n‘ 98 1?6 n ‘
miz--> 20 45 eb 85 160 150 150 1éo 180 260 220 240 260 2éo 360
Abundance #45694: Benzo[c]cinnoline e e
152 180 11.60 11.80 12.00 12.20 12.40
m/z 75.95 44 .38%
5000
76 126
39 " 2 1| Y 102 ‘ ‘ ‘
miz-> o 40 6 85 10 130 140 140 150 200 230 240 2% 280 300 | | 1160 1180 12,00 12,20 1240
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053019\
Data File : BF114674.D

Aca On : 30 May 2019 21:41

Operator : HP/JU

Sample = K3068-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 7 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.54 60.44 ng 12182500 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# 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 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
5 Tridecanoic acid 214 C13H2602 000638-53-9 74

Abundance Scan 1777 (12.539 min): BF114674.D (-1769) (-) m/z 73.00 100.00%

43 7B

5000 129

—

284 12.20 12.40 12.60 12.80

Obrrrprrreiti 302320 m/z 43.05 89.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131261: Octadecanoic acid
43 73
5000 129 I e e S R mam

12.20 12.40 12.60 12.80
m/z 60.00 80.33%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95851: Pentadecanoic acid
43 3
T T T
12.20 12.40 12.60 12.80
5000 129 m/z 57.10 73.79%

26 |l

l%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #84453: Tetradecanoic acid

73 12.20 12.40 12.60 12.80

2 m/z 55.00 67-26%
5000 129
185 228
‘ h’\...hu..w A \ % N A— ISP =

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12 20 12. 40 12 60 12. 80

8270-BF052919.M Fri May 31 17:04:31 2019 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053019\
Data File : BF114674.D

Aca On : 30 May 2019 21:41

Operator : HP/JU

Sample = K3068-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 8 1-Heneicosanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.69 3.34 ng 672675 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 95
3 Behenic alcohol 326 C22H460 000661-19-8 95
4 Cvclotetracosane 336 C24H48 000297-03-0 94
5 1-Heptacosanol 396 C27H560 002004-39-9 94
Abundance Scan 1973 (13.692 min): BF114674.D (-1969) (-) m/z 57.00 100.00%
57
83
5000
3 139 202 250 13.40 13.60 13.80 14.00
158178 225 271 298317 354 77 4305 87 950
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55 83
5000 111 L I IR B I
Bmmmmmmm
29 m/z 83.10 74 .45%
, l139 167 196 238 266 294
m/z--> 50 100 150 260 2%0 360 3éo
Abundance #177132: 1-Heneicosyl formate
57 83
| 13.40 13.60 13.80 14.00
5000 111 m/z 55.00 64 .28%
‘ ‘ Lk g 1130 167 196 220 266 294 20 _/\ANJ\J\%—’M
m/z--> 55 160 1%0 260 250 300 3éo
Abundance #166292: Behenic alcohol AR EEREE L
55 83 13.40 13.60 13.80 14.00
m/z 71.05 61.34%
- | \/\,_/\Mm
29
Ll H | J | “ 167 106 224 250 280 308
m/z--> 5'0 100 150 2(')0 250 3(')0 3&'30 13. 40 13 60 13. 80 14. oo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053019\
Data File : BF114674.D

Aca On : 30 May 2019 21:41

Operator : HP/JU

Sample = K3068-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 9 Supraene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.67 3.78 ng 376071 Perylene-d12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 87
2 Saualene 410 C30H50 000111-02-4 72
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 64
4 Trideca-1.3.7.11-tetraene-1.1-di... 268 C18H24N2 1000159-88-9 59
5 Methanone, dicyclopropyl- 110 C7H100 001121-37-5 50
Abundance Scan 2139 (14.668 min): BF114674.D (-2138) (-) m/z 69.10 100.00%

69
5000

41 e
l95 121

253 14. 40 14. 60 14. 80 15. 00
149 191
- L, w149 191217 i 285 311 841363 301414 | TG 00 47.610%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69

5000 R e B
14.40 14.60 14.80 15.00

m/z 41.00 20.02%

[ X u ;15 1 163 191 217 245 273209 341367 410
A LR A e R e
m/z--> 50 100 150 200 250 300 350 400

Abundance #215929: Squalene
69
R N RARE SRR m e
14.40 14.60 14.80 15.00
5000 m/z 95.00 14.60%
41
95 137
T R W | 161 191 217 244 273 299 341367 410
it T A I e e e e e B A o B
m/z--> 50 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol R EEEEE RS
69 14.40 14.60 14.80 15.00

m/z 68.00 12 _.25%

5000
il
{95
|

137
c . 1 165 193

m/z--> 50 100 150 200 250 300 350 400 14.40 14. 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053019\
Data File : BF114674.D

Aca On : 30 May 2019 21:41

Operator : HP/JU

Sample = K3068-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 10 Benzo[e]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

15.09 5.10 ng 508356 Perylene-di12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzolalpvrene 252 C20H12 000050-32-8 95
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
4 Benzolklfluoranthene 252 C20H12 000207-08-9 90
5 Perylene 252 C20H12 000198-55-0 89

Abundance Scan 2211 (15.092 min): BF114674.D (-2208) (-) m/z 252.10 100.00%

252
5000

14.80 15.00 15.20 15.40

125
55 87 ;) 159 191 224 | 275301 341365 408430455

o} S A B v il B R s ML A e S DR m/z 250.10 27.52%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104217: Benzo[e]pyrene
252
5000 LN L L L L L L LB

14.80 15.00 15.20 15.40
m/z 253.10 25.15%

50 74 99,I J 150 174 200 224

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104218: Benzo[a]pyrene
252
T T
14.80 15.00 15.20 15.40
5000 m/z 125.10 11.38%
126
50 74 100, | 149174200224
B B T e e e e e LA B i e o o o I B o B B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104229: Benz[e]acephenanthrylene AR EEREE L
252 14.80 15.00 15.20 15.40
m/z 126.00 10.35%
5000
126
51 74 10q{‘ 150 174 200224
m/z--> 50 100 150 200 250 300 350 400 450 14.80 15. 00 15. 20 15. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF053019\
Data File : BF114674.D

Acq On : 30 May 2019 21:41

Operator : HP/JU

Sample - K3068-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF052919_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]
unknown6 .46 6.46 65.3 ng 7704340 1 6.69 2360600 20.0
Benzene, 1,2,3-tr... 6.53 2.5 ng 293643 1 6.69 2360600 20.0
Phthalic anhydride 8.73 2.1 ng 312992 2 7.97 3024560 20.0
n-Hexadecanoic acid 11.75 41.4 ng 6193820 4 11.19 2992290 20.0
9,10-Anthracenedione 12.00 2.3 ng 338979 4 11.19 2992290 20.0
Octadecanoic acid 12.54 60.4 ng 12182500 5 13.82 4031000 20.0
1-Heneicosanol 13.69 3.3 ng 672675 5 13.82 4031000 20.0
Supraene 14.67 3.8 ng 376071 6 15.20 1991980 20.0
Benzo[e]pyrene 15.09 5.1 ng 508356 6 15.20 1991980 20.0
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