LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092220\
Data File : BF121662.D

Aca On : 23 Sep 2020 2:33

Operator : JU/CG

Sample : L4100-02

Misc :

ALS Vial : 20 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 5.040 498 502 515 rvB 54921 79397 1.77% 0.220%
2 5.434 564 569 572 rBVY 3577643 3551252 79.14% 9.828%
3 6.451 736 742 754 rBVY 3255233 3831137 85.37% 10.603%
4 6.639 771 774 788 rBV 197970 211823 4.72% 0.586%
5 6.810 799 803 806 rBY 1172765 965086 21.51% 2.671%
6 7.375 893 899 902 rBVY 2578944 2598895 57.91% 7.193%
7 8.092 1016 1021 1030 rBV 1458418 1285486 28.65% 3.558%
8 9.169 1198 1204 1207 rBVY 4453134 4487502 100.00% 12.419%
9 9.286 1219 1224 1236 rVB 588430 596163 13.28% 1.650%
10 9.563 1266 1271 1279 rVB 767778 624501 13.92% 1.728%

11 9.845 1314 1319 1323 rBV 1589789 1464069 32.63% 4._.052%
12 10.639 1447 1454 1457 rBV 2968374 2831606 63.10% 7.837%
13 11.333 1567 1572 1574 rBV 1631785 1433911 31.95% 3.968%
14 11.357 1574 1576 1579 rVvVv 352893 301947 6.73% 0.836%

15 11.404 1583 1584 1588 rVB 58011 50206 1.12% 0.139%
16 11.833 1654 1657 1659 rBV 80308 66770 1.49% 0.185%
17 11.863 1659 1662 1667 rvv2 209402 238094 5.31% 0.659%
18 11.945 1673 1676 1678 rBV2 83710 75137 1.67% 0.208%

19 12.380 1747 1750 1753 rBV 92491 105682 2.36% 0.292%
20 12.545 1774 1778 1781 rBV 480085 410566 9.15% 1.136%

21 12.774 1814 1817 1819 rVB 378079 321983 7.18% 0.891%
22 12.921 1837 1842 1845 rBV 4114875 3918410 87.32% 10.844%

23 13.098 1870 1872 1877 rVB 102309 94172 2.10% 0.261%
24 13.151 1879 1881 1883 rBV 70866 76427 1.70% 0.212%
25 13.610 1957 1959 1963 rVB 84472 71713 1.60% 0.198%

26 13.833 1993 1997 2012 rVB5 287072 702829 15.66% 1.945%
27 13.968 2016 2020 2023 rVV2 1107670 1203247 26.81% 3.330%
28 13.992 2023 2024 2031 rVB 186542 170124 3.79% 0.471%
29 14.445 2098 2101 2103 rVB 90501 76799 1.71% 0.213%
30 14.486 2104 2108 2114 rVB4 122130 227416 5.07% 0.629%

31 14.886 2173 2176 2183 rVB 219076 260582 5.81% 0.721%
32 15.004 2192 2196 2203 rBV 163636 307738 6.86% 0.852%
33 15.080 2206 2209 2213 rVV 207203 225600 5.03% 0.624%
34 15.133 2214 2218 2230 rVB5 150447 421246 9.39%% 1.166%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092220\
Data File : BF121662.D

Aca On : 23 Sep 2020 2:33

Operator : JU/CG

Sample : L4100-02

Misc :

ALS Vial : 20 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-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.298 2244 2246 2253 rVB 106316 131148 2.92% 0.363%

36 15.362 2253 2257 2262 rBV 127953 179292 4._00% 0.496%
37 15.427 2263 2268 2271 rBV 669223 841091 18.74% 2.328%
38 15.651 2302 2306 2310 rBV2 111535 156099 3.48% 0.432%
39 15.880 2341 2345 2352 rVB 244068 368891 8.22% 1.021%
40 16.851 2507 2510 2517 rBV2 49059 90010 2.01% 0.249%

41 16.956 2525 2528 2536 rVB2 88469 167042 3.72% 0.462%
42 17.286 2580 2584 2594 rVB 68229 142526 3.18% 0.394%

43 17.468 2608 2615 2621 rBV6 139285 425383 9.48% 1.177%
44 18.439 2774 2780 2795 rVB5 109470 344388 7.67% 0.953%

Sum of corrected areas: 36133386
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092220\
Data File : BF121662.D

Aca On : 23 Sep 2020 2:33

Operator : JU/CG

Sample : L4100-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

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

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

Abundance TIC: BF121662.D
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1000000
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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: BF121662.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092220\
Data File : BF121662.D

Aca On : 23 Sep 2020 2:33

Operator : JU/CG

Sample : L4100-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
Quant Title : 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 1 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 9

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

6.64 4.39 ng 211823 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 83
2 Ethanol. 2-T2-(2-ethoxvethoxv)et... 178 C8H1804 000112-50-5 64
3 2-Propanol. 1-(1l-methvlethoxv)- 118 C6H1402 003944-36-3 45
4 (S)-(+)-1.2-Propanediol 76 C3H802 004254-15-3 37
5 Ethanol, 2-[2-(2-propenyloxy)eth... 146 C7H1403 015075-50-0 28

Abundance Scan 774 (6.639 min): BF121662.D (-771) (-) m/z 45.00 100.00%
45
5000
59
72 o0 550 650 7o
104 : : :
o..,....,....,....,-.|!:.,....l-....,.||.'..,...5.‘,9....,.~.-..,..1.1.7,....,....,....,... m/z 59.00 33.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
45
N
5000 IRRBE AR SRS UL R
31 59 6.40 6.60 6.80 7.00
72 m/z 72.10 19.05%
o 2ol I, s 104 156 135
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
45
" 640 6.60 6.80 7.00
5000 m/z 43.10 14 .15%
59 72
31 89
ol 15 103 119 148
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8863: 2-Propanol, 1-(1-methylethoxy)- T ,/.L.. R AR
45 6.40 6.60 6.80 7.00

m/z 73.10 12._.76%

5000 59
31

‘ ‘ 73
“\ LI ! H 85 103

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092220\
Data File : BF121662.D

Aca On : 23 Sep 2020 2:33

Operator : JU/CG

Sample : L4100-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
Quant Title : 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 2 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 6

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

9.29 8.14 ng 596163 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 90
2 Pvridine. 2-butvl-. 1-oxide 151 C9H13NO 031396-32-4 59
3 Acetaminophen 151 C8HIONO2 000103-90-2 50
4 Metacetamol 151 C8HIONO2 000621-42-1 50
5 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 50

Abundance Scan 1225 (9.292 min): BF121662.D (-1219) (-) m/z 43.00 100.00%
43
109
5000 o1
5760 % "3k 95 5k 9k
123 169 : - : :
0 ...,....',|.~..-l.'-,.-'.|..-,'.|.-.'9.7, e R i W/Z 109.10  77.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43 169
151
5000 N NARAE RARRE e
9.00 9.20 9.40 9.60
57 69 85 m/z 151.10 49 _52%

123 169
o3 2l il al g B | M e o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109

9.00 9.20 9.40 9.60

5000 151 m/z 41.10 20.67%
93 122
32 79 134
o) SRS, S R Y NS S L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24781: Acetaminophen R ARERRENREE
109 900 920 940 960

m/z 69.05 13.66%

5000 151
43 30
ol 15 27 | 5465 | 91 | 122135 |

m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092220\
Data File : BF121662.D

Aca On : 23 Sep 2020 2:33

Operator : JU/CG

Sample : L4100-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
Quant Title : 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 3 Anthracene, 2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.86 3.32 ng 238094 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 2-methvl- 192 C15H12 000613-12-7 97
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 96
3 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 96
4 Anthracene. 1-methvl- 192 C15H12 000610-48-0 93
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 93

Abundance Scan 1662 (11.863 min): BF121662.D (-1659) (-) m/z 192.10 100.00%

192

5000

f—

11.60 11.80 12.00 12.20
m/z 191.10 56.19%

0 213227 543256
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54735: Anthracene, 2-methyl-

-

5000 LA L L L L L B
11. 60 11. 80 12. 00 12. 20
m/z 43.10 39.11%
o 15 39 63 115 139152
A T IIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
192
R S REEmE s
11.60 11.80 12.00 12.20
5000 m/z 73.00 38.97%
94 165
o 27 50 63 76 115 139152 | 178
T [T T T T T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54746: Phenanthrene, 1-methyl- L B e e S
192 11.60 11.80 12.00 12.20
m/z 60.00 35.27%
5000

ﬁ

165
2639 63 82 96 115 139152 | 178 ||

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092220\
Data File : BF121662.D

Aca On : 23 Sep 2020 2:33

Operator : JU/CG

Sample : L4100-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
Quant Title : 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 4 1-Nonadecene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.83 11.68 ng 702829 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 99
2 5-Eicosene. (B)- 280 C20H40 074685-30-6 98
3 3-Eicosene. (B)- 280 C20H40 074685-33-9 98
4 9-Eicosene. (E)- 280 C20H40 074685-29-3 94
5 n-Tetracosanol-1 354 C24H500 000506-51-4 94
Abundance Scan 1996 (13.827 min): BF121662.D (-1993) (-) m/z 57.10 100.00%
57
83
5000 4
139 299 13.60 13.80 14.00 14.20
Obrrerrrretid 154171 193210 248 277 296311 n/z 43.10 86 _ 05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115906: 1-Nonadecene
43
5000 R BRI SO S B
13.60 13.80 14.00 14.20
m/z 55.10 78.51%
ol 2| 140 168 196 222238 266
m/z--> 25 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
83 "' 13.60 13.80 14.00 14.20
5000 m/z 83.10 70.07%
29 111
o 139 167182 209 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #127771: 3-Eicosene, (E)- R mEEEE RS S
13.60 13.80 14.00 14.20
m/z 69.10 63.27%
ol 2 139 167182 210 252 280

T I I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092220\
Data File : BF121662.D

Aca On : 23 Sep 2020 2:33

Operator : JU/CG

Sample : L4100-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
Quant Title : 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 5 1-Hexyl-2-nitrocyclohexane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.49 3.78 ng 227416 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexvl-2-nitrocvclohexane 213 C12H23N02 118252-04-3 50
2 l17-Pentatriacontene 491 C35H70 006971-40-0 49
3 Cvclopentane. 1.1.3-trimethvl- 112 C8H16 004516-69-2 49
4 n-Tridecan-1-ol 200 C13H280 000112-70-9 46
5 Fumaric acid, hexadecyl 2,2,3,3,... 554 C25H38F804 1000348-79-2 46
Abundance Scan 2109 (14.492 min): BF121662.D (-2104) (-) m/z 83.10 100.00%
5000
14.20 14.40 14.60 14.80
0 m/z 55.10 96.88%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #71860: 1-Hexyl-2-nitrocyclohexane
g5
83
5000 AR L SO B
14.20 14.40 14.60 14.80
‘ ‘1ﬂ- m/z 57.10 75.54%
0"ll"”I“”h'ﬁ??'l"”l""P"'I'”'I"”I"'W
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43
14.20 14.40 14.60 14.80
5000 83 m/z 69.10 74.46%
111
o 139167 196224 267292 321 462 490
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #6791: Cyclopentane, 1,1,3-trimethyl- AR EEREE L
55 14.20 14.40 14.60 14.80
m/z 97.10 72.78%
83
5000
27
|12
e L B S B S WL R W S AR L SO B
m/z--> 50 100 150 200 250 300 350 400 450 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092220\
Data File : BF121662.D

Aca On : 23 Sep 2020 2:33

Operator : JU/CG

Sample : L4100-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
Quant Title : 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 Oxirane, hexadecyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.89 6.20 ng 260582 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 94
2 Octadecanal 268 C18H360 000638-66-4 93
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
4 12-Octadecenal 266 C18H340 056554-91-7 90
5 17-Octadecenal 266 C18H340 056554-86-0 90
Abundance Scan 2177 (14.892 min): BF121662.D (-2173) (-) m/z 57.10 100.00%
82
5000
1o 137 14,60 14.80 15.00 1520
168 334 : : :
ol huy 168 195 2266268 301 334 362386 e oR T ek ey
m/z--> 50 100 150 200 250 300 350
Abundance #117618: Oxirane, hexadecyl-

14.60 14.80 15.00 15.20
m/z 82.05 80.42%

04
m/z--> 50 100 150 200 250 300 350
Abundance
43 82

14.60 14. 80 15. 00 15.20

5000

5000 m/z 55.05 67.59%
109
. 137 166 104 222 250
g e A b e e e
m/z--> 50 100 150 200 250 300 350
Abundance #129467: Oxirane, heptadecyl- AR EEREE L

4 8 14.60 14.80 15.00 15.20
m/z 96.10 55.12%

5000
110
h |138‘1§6 194913236 264284
AR

m/z--> 50 200 250 300 350 14. 60 14. 80 15. 00 15 20

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092220\
Data File : BF121662.D

Aca On : 23 Sep 2020 2:33

Operator : JU/CG

Sample : L4100-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
Quant Title : 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 7 Nonadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.08 5.36 ng 225600 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 96
2 Octadecane 254 C18H38 000593-45-3 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Heptadecane 240 C17H36 000629-78-7 90

Abundance Scan 2209 (15.080 min): BF121662.D (-2206) (-) m/z 57.10 100.00%

57
5000 85

14.80 15.00 15.20 15.40

141 169 197 238 268
ob—3 ,I.-.. 'I 2215 238 77286 323346 m/z 71.10 62.45%
m/z--> 50 150 200 250 300 350
Abundance #117638: Nonadecane
97
5000 85 LINLENLEN LI LI L L LI
14.80 15.00 15.20 15.40
m/z 43.10 59.85%
29 13
ol Ll d a1t 141 169 197 a25 268
e e 7
m/z--> 50 100 150 200 250 300 350
Abundance
57
B B B
14.80 15.00 15.20 15.40
5000 85 m/z 85.10 45.53%
29
. 13 141 169 197 95 254
e
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane A e o R
57 14.80 15.00 15.20 15.40
m/z 55.10 19.11%
o T MM
29 113
oLl w 1‘ L4 70,141 169 197 225 253 295 323 367
A e e T B B B
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092220\
Data File : BF121662.D

Aca On : 23 Sep 2020 2:33

Operator : JU/CG

Sample : L4100-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
Quant Title : 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 8 Behenic alcohol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.13 10.02 ng 421246 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 91
2 n-Tetracosanol-1 354 C24H500 000506-51-4 90
3 1-Heptacosanol 396 C27H560 002004-39-9 83
4 1-Docosene 308 C22H44 001599-67-3 74
5 Cyclotetracosane 336 C24H48 000297-03-0 68
Abundance Scan 2217 (15.127 min): BF121662.D (-2214) (-) m/z 57.10 100.00%
57
83
5000 11

14.80 15.00 15.20 15.40

J 1139 163182 217 244 272201 315 355

0 L L e o m/z 43.10 82.48%
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
55
5000 111 LN L L L L L LB L |
14.80 15.00 15.20 15.40
m/z 55.10 77.91%
29 139
ok, A ,1§7 196 224 252 280 308
g — T
m/z--> 50 5 200 250 300 350
Abundance
57 83
R AEmEEEE L
14.80 15.00 15.20 15.40
5000 111 m/z 83.10 77 .44%
29 139
o 167 195 223 252 280 308 336
— T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol R AEmEEEE L
57 7 14.80 15.00 15.20 15.40
m/z 97.10 72.21%
5000
125
29
ol ’ | L L1534181 209 236 264 292 320 350 378
it . T T R AEmEEEE L
m/z--> 50 100 150 200 250 300 350 14. 80 15. 00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092220\
Data File : BF121662.D

Aca On : 23 Sep 2020 2:33

Operator : JU/CG

Sample : L4100-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
Quant Title : 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 9 Benzo[e]pyrene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.30 3.12 ng 131148 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 93
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 91
3 Benzolklfluoranthene 252 C20H12 000207-08-9 90
4 Pervlene 252 C20H12 000198-55-0 86
5 Benzo[a]pyrene 252 C20H12 000050-32-8 81
Abundance Scan 2246 (15.298 min): BF121662.D (-2244) (-) m/z 252.10 100.00%
252
5000
40 74 100 12|5 148 170 198 224 277 301 385 15.00 15.20 15.40 15.60
B e T i< m/z 250.10 27.93%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
252
5000
15.00 15.20 15.40 15.60
125 m/z 253.10 19.59%
ol 50 74 99, | 146 174 200 224
m/z--> 50 100 150 200 250 300 350
Abundance
252
15.00 15.20 15.40 15.60
5000 m/z 125.10 12.04%
126
ol_51 74 100 150 174 200 224
LI SR L INUL L UL L SR S
m/z--> 50 100 150 200 250 300 350
Abundance #104224: Benzo[K]fluoranthene R R e R
252 15.00 15.20 15.40 15.60
m/z 126.00 11.35%
5000
126
o 74 99 | 200 224 J
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092220\
Data File : BF121662.D

Aca On : 23 Sep 2020 2:33

Operator : JU/CG

Sample : L4100-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
Quant Title : 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 10 1,19-Eicosadiene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.65 3.71 ng 156099 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 93
2 Octadecanal 268 C18H360 000638-66-4 87
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 86
4 Oxirane. hexadecvl- 268 C18H360 007390-81-0 83
5 7-Hexadecen-1-ol, acetate, (2)- 282 C18H3402 023192-42-9 78
Abundance Scan 2306 (15.651 min): BF121662.D (-2302) (-) m/z 57.10 100.00%
82
5000
111 e
187156174193 218236255 278 301 15.40 15.60 15.80 16.00
0 m/z 43.10 89.17%
m/z--> 50 100 150 200 250 300 350
Abundance #126193: 1,19-Eicosadiene
5000 82 LS UL BRI BULIUL B
- mmmmmmmm
m/z 55.05 70.35%
o \ | h138157 180 208228 250 278
m/z--> 50 100 150 260 2éo 360 3%0
Abundance
43 82
" 1540 15.60 15.80 16.00
5000 m/z 82.05 63.79%
109
. 137 166 104 222 250,450
m/z--> - '55' ' "160" "150" "260" "250" ' 500" "350"
Abundance #129467: Oxirane, heptadecyl- I a BREmEEES
8 15.40 15.60 15.80 16.00
m/z 96.10 52.65%
5000
110
o2 ”_ hlf8“166 194217 236 264282
m/z--> 50 1 Io 2(')0 25'30 300 351;0 15'40 15. 60 15. 80 16|00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092220\
Data File : BF121662.D

Aca On : 23 Sep 2020 2:33

Operator : JU/CG

Sample : L4100-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
Quant Title : 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 11 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.88 8.77 ng 368891 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2345 (15.880 min): BF121662.D (-2341) (-) m/z 57.10 100.00%
57
L DAL SN SN B
113 15.60 15.80 16.00 16.20
141
ol LA 100 197 225252 280 | hzz 71.10  66.53%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 LI SRR UL UL B
mmmmmmmm
m/z 43.10 58.64%
29 13 449
ol UL J A 47y 2 160 107 225 253 205 33 367
m/z--> 50 100 150 200 250 300 350
Abundance
57
o ' 15.60 15.80 16.00 16.20
5000 m/z 85.10 48 .42%
29 113
0 141 169 197 225 253 296
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #209566: Octacosane A L e o e L A
57 15.60 15.80 16.00 16.20
m/z 55.10 23.43%
e & \/Vw“vj\MMhW/\fA\wvwmﬂaJuﬂ
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 1560 1580 1600 1620
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092220\
Data File : BF121662.D

Aca On : 23 Sep 2020 2:33

Operator : JU/CG

Sample : L4100-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
Quant Title : 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 12 Tetratetracontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.96 3.97 ng 167042 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 78
2 Sulfurous acid. dodecvl 2-propvl... 292 C15H3203S 1000309-12-3 78
3 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 72
4 Sulfurous acid. butyl tridecvl e... 320 C17H3603S 1000309-18-0 59
5 Heptacosane 380 C27H56 000593-49-7 50
Abundance Scan 2529 (16.962 min): BF121662.D (-2525) (-) m/z 57.10 100.00%

HF

5000
99 T
140 182 227 266 304 16.60 16.80 17.00 17.20
0 m/z 71.10 71.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
5000 B B

16,60 16.80 17.00 17.20
m/z 85.10 55.28%

141 183 225 267 309 351 393 435 491 535 574 617

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
43
R RRE maE
16.60 16.80 17.00 17.20
5000 m/z 43.10 49 .95%
85
o 125 169203
R B A Ao B B o B B e B R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #140552: Dodecane, 1-iodo- R B
517 16.60 16.80 17.00 17.20
m/z 99.10 19.60%
5000
99 155
O O e ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16 60 16. 80 17. OO 17. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092220\
Data File : BF121662.D

Aca On : 23 Sep 2020 2:33

Operator : JU/CG

Sample : L4100-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
Quant Title : 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 13 _gamma.-Sitosterol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.47 10.12 ng 425383 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _agamma.-Sitosterol 414 C29H500 000083-47-6 99
2 .beta.-Sitosterol 414 C29H500 000083-46-5 99
3 17-(1.5-Dimethvlhexv1)-10.13-dim... 414 C29H500 1000210-86-9 43
4 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 38
5 22,26-0xido-4,17-cholestadien-3.... 414 C27H4203 1000252-80-4 38
Abundance Scan 2615 (17.468 min): BF121662.D (-2608) (-) m/z 43.10 100.00%
43
5000 81 107
17.20 17.40 17,60 17.80
ob—lh m/z 55.10 59.85%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43
5000 LR SR UL UL B
17.20 17.40 17.60 17.80
m/z 57.10 55.63%
o+
m/z-->
Abundance
43
17.20 17.40 17,60 17.80
5000 m/z 81.00 50.71%
81 107 414
145 213
173 233255275 303 329 354 381
O S S e L
m/z--> 50 100 150 200 250 300 350 400
Abundance #217457: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-4-vinylhexa. .. AR EEEEE RS
43 17.20 17.40 17.60 17.80
m/z 95.10 50.32%
5000
0= LR BAUARLR SN B B
m/z--> 50 100 150 200 250 300 350 400 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092220\
Data File : BF121662.D

Aca On : 23 Sep 2020 2:33

Operator : JU/CG

Sample : L4100-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
Quant Title : 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 14 Testosterone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.44 8.19 ng 344388 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Testosterone 288 C19H2802 000058-22-0 52
2 9-Oxabicvclol3.3.11nonan-2-o0l. a... 184 C10H1603 010555-34-7 42
3 Phosphonic acid. 2-phenvlethenvl... 290 C15H1504P 330855-58-8 41
4 Butvlphosphonic acid. hexvl 4-me... 328 C17H2904P 1000322-98-2 38
5 Homatropine 275 C16H21N0O3 000087-00-3 38

Abundance Scan 2780 (18.439 min): BF121662.D (-2774) (-) m/z 124.05 100.00%

4

5000

r
LI S I O

370 41|2 18.20 18.40 18.60 18.80
|

0 N m/z 43.10 69.39%
m/z--> 50 100 150 200 250 300 350 400
Abundance #134627: Testosterone

5000

18.20 18.40 18.60 18.80
m/z 57.10 52.45%

04
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
s B R
18.20 18.40 18.60 18.80
5000 m/z 229.15 52.24%
124
81
0 102 155 184
T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #135935: Phosphonic acid, 2-phenylethenyl-, 4-methoxypheny...
124 18.20 18.40 18.60 18.80
m/z 41.10 44 _51%
5000
51 77 10% 149 290
I WD O 1 - A —
m/z--> 50 100 150 200 250 300 350 400 18.20 18 40 18. 60 18 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF092220\
Data File : BF121662.D

Acq On = 23 Sep 2020 2:33

Operator : JU/CG

Sample - L4100-02

Misc :

ALS Vial : 20 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]
Ethanol, 2-(2-eth... 6.64 4.4 ng 211823 1 6.81 965086 20.0
2,4,7,9-Tetrameth. .. 9.29 8.1 ng 596163 3 9.85 1464070 20.0
Anthracene, 2-met... 11.86 3.3 ng 238094 4 11.33 1433910 20.0
1-Nonadecene 13.83 11.7 ng 702829 5 13.97 1203250 20.0
1-Hexyl-2-nitrocy... 14.49 3.8 ng 227416 5 13.97 1203250 20.0
Oxirane, hexadecyl- 14.89 6.2 ng 260582 6 15.43 841091 20.0
Nonadecane 15.08 5.4 ng 225600 6 15.43 841091 20.0
Behenic alcohol 15.13 10.0 ng 421246 6 15.43 841091 20.0
Benzo[e]pyrene 15.30 3.1 ng 131148 6 15.43 841091 20.0
1,19-Eicosadiene 15.65 3.7 ng 156099 6 15.43 841091 20.0
Hexacosane 15.88 8.8 ng 368891 6 15.43 841091 20.0
Tetratetracontane 16.96 4.0 ng 167042 6 15.43 841091 20.0
-.gamma.-Sitosterol 17 .47 10.1 ng 425383 6 15.43 841091 20.0
Testosterone 18.44 8.2 ng 344388 6 15.43 841091 20.0
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