LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF030520\
Data File : BF119238.D

Aca On : 6 Mar 2020 3:53

Operator : CG/JU

Sample : L1792-05

Misc :

ALS Vial : 22 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-BF022020.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 4.934 480 484 498 rVB 225920 330903 9.30% 1.100%
2 5.357 553 556 578 rBVY 2473335 2704490 76.04% 8.988%
3 6.381 726 730 748 rBVY 2624721 2724289 76.59% 9.054%
4 6.722 785 788 797 rVB 1076224 933005 26.23% 3.101%
5 6.881 811 815 831 rVB 2645347 2419887 68.03% 8.042%
6 7.287 880 884 898 rBY 1768713 1854796 52.15% 6.164%
7 8.004 1002 1006 1015 rBV 1332488 1271704 35.75% 4.226%
8 9.081 1183 1189 1192 rBV 3929770 3556839 100.00% 11.820%
9 9.475 1252 1256 1261 rBV 196575 185451 5.21% 0.616%
10 9.757 1297 1304 1308 rBVY 1671960 1493142 41.98% 4.962%
11 9.792 1308 1310 1315 rVB 42037 42927 1.21% 0.143%
12 10.304 1394 1397 1402 rBvV 41208 45666 1.28% 0.152%

13 10.551 1435 1439 1449 rBV 2261171 2253327 63.35% 7.488%
14 10.675 1456 1460 1467 rVB2 86669 110406 3.10% 0.367%
15 11.139 1536 1539 1544 rVB 63075 72648 2.04% 0.241%

16 11.239 1553 1556 1559 rBV 1519160 1392456 39.15% 4.628%
17 11.263 1559 1560 1567 rVvV 256158 219261 6.16% 0.729%

18 11.322 1567 1570 1573 rVB 54275 53425 1.50% 0.178%
19 11.745 1639 1642 1644 rBV2 44865 46339 1.30% 0.154%
20 11.775 1644 1647 1653 rVV 327099 319099 8.97% 1.060%
21 11.857 1658 1661 1663 rVV 63301 60592 1.70% 0.201%
22 12.292 1732 1735 1738 rBV 51789 51529 1.45% 0.171%
23 12.451 1759 1762 1766 rBV 338635 330996 9.31% 1.100%
24 12.557 1777 1780 1785 rBV3 72366 88135 2.48% 0.293%

25 12.680 1796 1801 1808 rBV 311989 354540 9.97% 1.178%

26 12.822 1821 1825 1828 rBV 3146760 2843810 79.95% 9.451%

27 13.010 1851 1857 1860 rVB 48525 72267 2.03% 0.240%
28 13.080 1866 1869 1872 rBV2 44256 46795 1.32% 0.156%
29 13.116 1872 1875 1882 rVB3 39970 51215 1.44% 0.170%

30 13.745 1976 1982 1990 rBV4 119339 283697 7.98% 0.943%

31 13.880 1998 2005 2008 rBV2 1003988 1067990 30.03% 3.549%

32 14.039 2029 2032 2036 rVB2 56860 62494 1.76% 0.208%
33 14.339 2080 2083 2086 rBV 110607 100340 2.82% 0.333%
34 14.633 2131 2133 2138 rVV 85543 84448 2.37% 0.281%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF030520\
Data File : BF119238.D

Aca On : 6 Mar 2020 3:53

Operator : CG/JU

Sample : L1792-05

Misc :

ALS Vial : 22 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\HPCHEM1I\BNA F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.704 2142 2145 2150 rVB 295180 308579 8.68% 1.026%

36 14.904 2176 2179 2182 rBV 119746 161675 4 _55% 0.537%
37 14.951 2184 2187 2194 rVB 153221 188187 5.29% 0.625%
38 15.192 2224 2228 2234 rVB 105865 138557 3.90% 0.460%
39 15.251 2234 2238 2242 rBV 108924 134754 3.79% 0.448%
40 15.304 2243 2247 2262 rVB 851894 1157621 32.55% 3.847%

41 15.710 2312 2316 2323 rVB 94382 139964 3.94% 0.465%
42 16.174 2392 2395 2398 rBV3 31788 41089 1.16% 0.137%

43 16.715 2483 2487 2496 rBV3 73958 155251 4._36% 0.516%
44 17.139 2554 2559 2567 rVB 60164 135999 3.82% 0.452%

Sum of corrected areas: 30090584
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

TIC Integ

LSC Report - Integrated Chromatogram

> Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030520\
: BF119238.D

: 6 Mar 2020 3:53

: CG/JU

: L1792-05

22 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF022020.M

- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASE\NIST11.L

ration Parameters: LSCINT.P

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF119238.D

6.38
5.36

6.88

7.29

0
Time-->

I
4.50 5.00

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF119238.D

10.55

9.76 11.24

8.00

11.

N
T

10.30 10.67

[ r

12.82

Time-->

12.00

10.00

T
11.50

10.50 11.00

12.50

13.00

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF119238.D

13.88 15.30

14405 153595 15.71

13.74)| 14,04 14.34 14 16.17 16.72 17.14

Time-->

I
17.50

T
13.50 14.00 14.50 15.00

15.50 16.00 16.50

17.00

T
18.00

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030520\
Data File : BF119238.D

Aca On > 6 Mar 2020 3:53

Operator : CG/JU

Sample : L1792-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

4.93 7.09 ng 330903 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Guanidine 59 CH5N3 000113-00-8 50
3 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 38
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 35
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 28

Abundance Scan 483 (4.928 min): BF119238.D (-480) (-) m/z 43.00 100.00%

43
59
5000
101

4.60 4.80 5.00 5.20

83
N {1 OO Y | O SN B m/z 59.00 72.14%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 LA L L L L L L L BB |
460 4.80 5.00 5.20
m/z 101.00 31.74%
25 31 37 | 83 o3 01
O T T e 1 L e H
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
43 59
T T
460 4.80 5.00 5.20
5000 18 m/z 58.00 17.27%
28
12
2 O o o S s
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone O EAmEE e A
59 460 480 500 520

m/z 41.00 10.58%

5000 43
31
15 ‘ \ 69 87
0 ! [ N |

m/z--> 10 20 30 50 60 70 80 90 100 4.60 4.80 5. OO 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030520\
Data File : BF119238.D

Aca On > 6 Mar 2020 3:53

Operator : CG/JU

Sample : L1792-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.77 4_.58 ng 319099 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 78
3 Pentadecanoic acid 242 C15H3002 001002-84-2 60
4 n-Decanoic acid 172 C10H2002 000334-48-5 50
5 Tetradecanoic acid 228 C14H2802 000544-63-8 47

Abundance Scan 1646 (11.769 min): BF119238.D (-1644) (-) m/z 72.95 100.00%

11.40 11.60 11.80 12.00

73
43 60
5000 192
|m||ﬂ

Obrrr el m/z 43.05 74.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107547: n-Hexadecanoic acid
43 o 73
5000 29 LA L L L L LB L

11.40 11.60 11.80 12.00
129 - m/z 60.00 71.85k

97
oLl U5 | 143157171185 199213207
 EARBEREEER
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11.40 11.60 11.80 12.00
5000 m/z 57.00 60.31%
29
129
g7 115 171 214
o 101 143157 | 1854
T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid L B o
43 60 73 11.40 11.60 11.80 12.00
m/z 41.00 60.21%
5000 129
29
199
143 157171185 242
o 15
R e ARE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030520\
Data File : BF119238.D

Aca On > 6 Mar 2020 3:53

Operator : CG/JU

Sample : L1792-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 E-15-Heptadecenal Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.75 5.31 ng 283697 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 95
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 n-Nonadecanol-1 284 C19H400 001454-84-8 93
4 Cvclohexadecane 224 C16H32 000295-65-8 93
5 Cyclopentadecane 210 C15H30 000295-48-7 87
Abundance Scan 1983 (13.751 min): BF119238.D (-1976) (-) m/z 83.10 100.00%

5000

%

13.40 13.60 13.80 14.00

230 250
m/z 97.05 92.89%

139 157 178 195

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104157: E-15-Heptadecenal

a3

-

5000 LA L L L L L L B
13.40 13.60 13.80 14.00
m/z 55.00 77.69%
0 126 154 182 pgg224 252
I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
e
13.40 13.60 13.80 14.00
5000 11 m/z 69.05 77.30%
29 139
o 167182 210 238 264280 308
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131391: n-Nonadecanol-1 B B .
55 13.40 13.60 13.80 14.00
m/z 43.10 67.81%
-~ J‘/\JM\M/-
29
0 I il 182 210 238 266
T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030520\
Data File : BF119238.D

Aca On > 6 Mar 2020 3:53

Operator : CG/JU

Sample : L1792-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 Squalene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.70 5.33ng 308579  Perylene-d12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 saualene 410 C30HS0 000111-02-4 91

2 Supraene
3 7.11-Dimethvldodeca-2.6.10-trien...
4 2.6.10.14-Hexadecatetraenoic aci...

410 C30H50
208 C14H240
332 C22H3602

007683-64-9 91
125529-10-4 74
024035-35-6 72

5 1,5,9-Decatriene, 2,3,5,8-tetram... 192 Cl14H24 230646-72-7 64
Abundance Scan 2144 (14.698 min): BF119238.D (-2142) (-) m/z 69.10 100.00%
6o
5000 \
Tl 1440 14160 1450 15,00
191 : : : '
ol .|-,-1.1 A '?”V ' 1,161 L.216 244200287 @ M~ m/z 81.05 48.85%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
60
5000 41 LA L L L L L L L L LB
14.40 14.60 14.80 15.00
m/z 41.00 20.42%
ol i d ur Qo1 1217 278 269 M 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
I
14.40 14.60 14.80 15.00
5000 m/z 95.10 12.98%
40
95 137
o 117 163 191 217 245 273 299 341 367 410
e B e
m/z--> 50 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol R R R
69 14.40 14.60 14.80 15.00
m/z 68.05 11.33%
5000
a0
95 137
(| - J lgy Wl o A S
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\BF030520\
Data File : BF119238.D

Aca On > 6 Mar 2020 3:53

Operator : CG/JU

Sample : L1792-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 6 Benzo[e]pyrene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.19 2.39 ng 138557 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 97
2 Benzolalpvrene 252 C20H12 000050-32-8 96
3 Benzolklfluoranthene 252 C20H12 000207-08-9 95
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 95
5 Perylene 252 C20H12 000198-55-0 90
Abundance Scan 2228 (15.192 min): BF119238.D (-2224) (-) m/z 252.10 100.00%
252
5000
125
43 57 - 83 97 112 229 14.80 15.00 15.20 15.40 15.60
| 79 144 168162190 221 216 m/z 250.10  30.22%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104217: Benzo[e]pyrene
252
5000

14.80 15.00 15.20 15.40 15.60
m/z 253.10 20.82%

125
50 63 83 99112 146 174187200 224237

04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
252
R R R REE R R e e
14.80 15.00 15.20 15.40 15.60
5000 m/z 125.00 12.81%

4126
39 57 74 8710011 149 174187200 224237

e L L S —

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104224: Benzo[K]fluoranthene B B E e
252 14.80 15.00 15.20 15.40 15.60
m/z 126.00 10.93%

5000
126

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15.00 15 20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030520\
Data File : BF119238.D

Aca On > 6 Mar 2020 3:53

Operator : CG/JU

Sample : L1792-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.71 2.42 ng 139964 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 87
2 2-methvlhexacosane 380 C27H56 1000376-72-7 87
3 Methoxvacetic acid. 4-hexadecvl ... 314 C19H3803 1000282-99-0 86
4 5-Butvl-5-ethvlheptadecane 324 C23H48 1000360-43-0 86
5 Tetracosane 338 C24H50 000646-31-1 83
Abundance Scan 2316 (15.710 min): BF119238.D (-2312) (-) m/z 57.10 100.00%
57
85
5000
s 15.40 15.60 15.80 16.00
183201 223 269 : : : :
o3t . G -208 253,206 m/z 71.05 94.11%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 U A SN B SRR
mmmmmmmm
m/z 85.10 66.13%
oL L L bt 0 107 205 sy 22
m/z--> 50 100 150 200 250 300 350
Abundance
57
o 15.40 15.60 15.80 16.00
5000 m/z 43.05 49 .35%
13 4m
o 29 169 197 225 253 281 309 337 365
m/z--> 55 160 150 260 250 300 3éo
Abundance #156549: Methoxyacetic acid, 4-hexadecy! ester A REEREEaSS
57 | 85 15.40 15.60 15.80 16.00
m/z 55.05 24 _.27%
5000
117 225
0,2,9J| } ‘ e |28 260 . e
m/z--> 50 100 150 200 250 300 350 15. 40 15. 60 15. 80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF030520\
Data File : BF119238.D

Acq On : 6 Mar 2020 3:53

Operator : CG/JU

Sample : L1792-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022020.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]
2-Pentanone, 4-hy... 4.93 7.1 ng 330903 1 6.72 933005 20.0
n-Hexadecanoic acid 11.77 4.6 ng 319099 4 11.24 1392460 20.0
E-15-Heptadecenal 13.75 5.3 ng 283697 5 13.88 1067990 20.0
Squalene 14.70 5.3 ng 308579 6 15.30 1157620 20.0
Benzo[e]pyrene 15.19 2.4 ng 138557 6 15.30 1157620 20.0
Eicosane 15.71 2.4 ng 139964 6 15.30 1157620 20.0
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