LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022720\
Data File : BF119110.D

Aca On : 27 Feb 2020 15:13

Operator : CG/JU

Sample : L1694-01

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-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 3.204 189 190 210 rBVv4 14162 45969 1.42% 0.177%
2 5.369 555 558 583 rBVY 2412475 2545409 78.47% 9.798%
3 6.392 727 732 753 rBVY 2400625 2545037 78.46% 9.797%
4 6.745 788 792 801 rBV 945448 802335 24.74% 3.089%
5 6.898 814 818 822 rBVY 2416742 2274324 70.12% 8.755%
6 7.304 883 887 900 rBY 1606859 1631167 50.29% 6.279%
7 8.022 1005 1009 1022 rBvV 1100082 1081395 33.34% 4.163%
8 9.098 1187 1192 1196 rBV 3480712 3243622 100.00% 12.486%
9 9.492 1255 1259 1269 rBV 300064 270970 8.35% 1.043%
10 9.775 1303 1307 1320 rVB 1406070 1299185 40.05% 5.001%

11 10.569 1437 1442 1455 rBV 2152869 2152289 66.35% 8.285%
12 11.263 1556 1560 1563 rBV 1344865 1262101 38.91% 4._.858%

13 11.492 1593 1599 1606 rBV5 19011 41243 1.27% 0.159%
14 11.792 1647 1650 1662 rBV2 230617 283880 8.75% 1.093%
15 12.039 1690 1692 1698 rVB3 40915 41466 1.28% 0.160%
16 12.474 1762 1766 1769 rBV 114978 109214 3.37% 0.420%
17 12.574 1780 1783 1788 rBV3 45869 61388 1.89% 0.236%
18 12.698 1799 1804 1808 rBV2 89459 95414 2.94% 0.367%

19 12.845 1824 1829 1832 rBV 3024268 2932413 90.41% 11.288%
20 13.739 1978 1981 1994 rVB 334766 435069 13.41% 1.675%

21 13.898 2004 2008 2011 rBV 1088184 1009735 31.13% 3.887%

22 14.410 2093 2095 2097 rBV2 67824 56500 1.74% 0.217%
23 14.980 2189 2192 2198 rVB5 102406 128503 3.96% 0.495%
24 15.180 2223 2226 2228 rBV 58364 60806 1.87% 0.234%

25 15.268 2238 2241 2246 rBV2 108561 134537 4_.15% 0.518%
26 15.327 2246 2251 2259 rVB 765732 1000746 30.85% 3.852%
27 15.804 2328 2332 2341 rVB5 70098 133099 4._.10% 0.512%

28 15.974 2358 2361 2368 rBV2 61348 118652 3.66% 0.457%
29 16.386 2427 2431 2438 rVB2 104410 181240 5.59% 0.698%

Sum of corrected areas: 25977708
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022720\
Data File : BF119110.D

Aca On : 27 Feb 2020 15:13

Operator : CG/JU

Sample : L1694-01

Misc :

ALS Vial : 7 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

Abundance TIC: BF119110.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022720\
Data File : BF119110.D

Aca On : 27 Feb 2020 15:13

Operator : CG/JU

Sample : L1694-01

Misc :

ALS Vial : 7 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 2 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.79 4_.50 ng 283880 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 74
3 Undecanoic acid 186 C11H2202 000112-37-8 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 62
5 Dodecanoic acid 200 C12H2402 000143-07-7 53
Abundance Scan 1650 (11.792 min): BF119110.D (-1647) (-) m/z 72.95 100.00%
73
60
43
5000 129
T ™

97 157 213 IIIIIIIIIIIIII IIIIIII
Ll S i 192 207 256 11.40 11.60 11.80 12.00 12.20
b -l m/z 60.00 71.63%
miz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 7B
A
5000 129 [T T[T r[rrfrprrrr T

11.40 11,60 11.80 12.00 12.20
m/z 43.10 58.65%

213
143 157171 185 199

ey

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 12.20
5000] g 129 m/z 55.05 57 .45%
87 242
143 199
115 185
101 157171 213
Oyt gl e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50053: Undecanoic acid A BE e e
60 73 11.40 11.60 11.80 12.00 12.20
43 m/z 41.00 56.08%
50001 o9
129
143
| | Wi il L“L,M
okl e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. OO 12. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022720\
Data File : BF119110.D

Aca On : 27 Feb 2020 15:13

Operator : CG/JU

Sample : L1694-01

Misc :

ALS Vial : 7 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 Cyclohexadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.74 8.62 ng 435069 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 98
2 9-Eicosene. (EBE)- 280 C20H40 074685-29-3 95
3 Behenic alcohol 326 C22H460 000661-19-8 95
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
5 n-Nonadecanol-1 284 C19H400 001454-84-8 93
Abundance Scan 1981 (13.739 min): BF119110.D (-1978) (-) m/z 83.05 100.00%
57
5000 4
AR AR AR
13.40 13.60 13.80 14.00
168
R 194213 243260 280 301 331 n/7z 97 05 87 40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #81246: Cyclohexadecane
55 83

-

13.40 13.60 13.80 14.00
m/z 69.10 78.77%

5000

139 167 196 224

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance

57 83
R R REE
13.40 13.60 13.80 14.00
5000 m/z 57.10 78.13%
29 111

139 168 196 223 252 280

%

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

Abundance #166292: Behenic alcohol B
5 83 13.40 13.60 13.80 14.00

m/z 55.10 71.53%
5000 11
29
ok ) d 167 196 224 252 280 308
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 40 13. 60 13 80 14. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022720\
Data File : BF119110.D

Aca On : 27 Feb 2020 15:13

Operator : CG/JU

Sample : L1694-01

Misc :

ALS Vial : 7 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 Heptadecane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.98 2.57 ng 128503 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 86
2 Hexadecane 226 C16H34 000544-76-3 86
3 Nonadecane 268 C19H40 000629-92-5 64
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 62
5 Triacontane 422 C30H62 000638-68-6 62

Abundance Scan 2192 (14.980 min): BF119110.D (-2189) (-) m/z 57.00 100.00%
57
85
5000
345 AR SN BN IUA
[ m/z 71.10 89.62%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94345: Heptadecane
57
5000 R SR DU SUGS I R
85 1460 14.80 15.00 15,20
29 m/z 85.05 67.82%
. |1 L J113 141 169 195 240
m/z--> 50 100 1%0 200 250 300 350 400
Abundance
57
14.60 14.80 15.00 1520
5000 85 m/z 43.00 59.44%
NS 113 141 169 197 226
m/z--> 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane S o ANCMI
57 14.60 14.80 15.00 15.20
m/z 69.10 28.41%
5000 85
29
0 \‘ “ J\ | A I‘ 1:}3 Al 141 169 197 225 268
m/z--> 50 100 1%0 200 250 300 350 400 1460 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022720\
Data File : BF119110.D

Aca On : 27 Feb 2020 15:13

Operator : CG/JU

Sample : L1694-01

Misc :

ALS Vial : 7 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 Heptacosyl acetate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.80 2.66 ng 133099 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosvl acetate 438 C29H5802 1000351-78-2 64
2 1-Heptacosanol 396 C27H560 002004-39-9 55
3 Hexatriacontvl pentafluoropropio... 669 C39H73F502 1000351-89-0 52
4 Tetratriacontvl pentafluoropropi... 641 C37H69F502 1000351-81-5 52
5 Tetratriacontyl heptafluorobutyrate 691 C38H69F702 1000351-84-1 52
Abundance Scan 2331 (15.798 min): BF119110.D (-2328) (-) m/z 83.05 100.00%
5000
15.40 15.60 15.80 16.00 16.20
O m/z 97.10 96.78%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #224391: Heptacosy! acetate
43
97
5000 AR DR BRI ISR
1540 15.60 15.80 16.00 16.20
m/z 57.05 86 .57%
ok 39 181 222 264 306 378 423
Ty
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
57 97
15.40 15.60 15.80 16.00 16.20
5000 m/z 43.05 70.05%

39
181 222 264 306 378

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242465: Hexatriaconty| pentafluoropropionate e o
57 15.40 15.60 15.80 16.00 16.20

m/z 69.05 64.52%
97
5000

0l 20 139 181 222 264 306 348 391 432 504 549 650

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 650 15. 40 15 60 15. 80 16. 00 16 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022720\
Data File : BF119110.D

Aca On : 27 Feb 2020 15:13

Operator : CG/JU

Sample : L1694-01

Misc :

ALS Vial : 7 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 28-Nor-17.alpha.(H)-hopane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.97 2.37 ng 118652 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.alpha.(H)-hopane 398 C29H50 053584-60-4 74
2 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 53
3 2-Buten-1-one. 1-(2.6.6-trimethv... 192 C13H200 035044-68-9 30
4 Anthracene. 9-(3-butenvl)- 232 C18H16 097451-55-3 27
5 Pyrido[3,2-d]pyrimidine-2,4(1H,3... 191 C9HIN302 024410-25-1 22
Abundance Scan 2360 (15.968 min): BF119110.D (-2358) (-) m/z 191.10 100.00%
191
81
5000 123
55 163 T[rrrr|yrrrryrrrr{rrrr[|r
4 222 251273293 327 398 15.60 15.80 16.00 16.20
o LMA—M%@JM,ﬁ—Aﬁ—W—Mh m/z 81.00 68.58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #211536: 28-Nor-17.alpha.(H)-hopane
191
5000 U R UL AR B
mlw 15.60 15.80 16.00 16.20
217 m/z 95.05 46 .59%
163 260 355 383
0‘
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
15,60 15.80 16.00 16,20
5000! 28 m/z 123.05 42 _.70%
135 163
69 95
0"'I""I""I""I""""""""
m/z--> 50 100 150 200 250 300 350 400
Abundance #54654: 2-Buten-1-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl)- A BT o e
177 15.60 15.80 16.00 16.20
m/z 177.10 39.67%
69
5000{ 41 123
\ 149
ok \‘\\‘ {M‘\ “M... ——— ——— ——— ——— R EAREEEEmema
m/z--> 150 200 250 300 350 400 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022720\
Data File : BF119110.D

Aca On : 27 Feb 2020 15:13

Operator : CG/JU

Sample : L1694-01

Misc :

ALS Vial : 7 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 8 unknownl16.39 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.39 3.62 ng 181240 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.4-bis(1l.1-dimethvlethvl)- 206 C14H220 000096-76-4 47
2 Oxirane. IT4-(1.1-dimethvlethvl)... 206 C13H1802 003101-60-8 47
3 Phenol. 3.5-bis(l.1-dimethvlethyl)- 206 C14H220 001138-52-9 43
4 2-(2-((2-Chloro-6-fluorobenzvl)s... 334 C17H16CIFN2S 1000298-18-2 43
5 4-Fluoro-3-trifluoromethylbenzoi... 390 C21H30F402 1000338-67-7 43

Abundance Scan 2432 (16.392 min): BF119110.D (-2427) (-) m/z 191.15 100.00%
191
5000 81
109 e
41 137 163 213 549 274 303 331 369 397 16.00 16.20 16.40 16.60 16.80
ol 4 m/z 81.00 37.77%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #66115: Phenol, 2,4-bis(1,1-dimethylethyl)-
191
5000 LN SR B I
16.00 16.20 16.40 16.60 16.80
S7 m/z 95.00 30.98%
29 91 115135 163
0||'I|'|||‘||"||l|'|'|1u3|5'|l|'|||||||||||||||||||||||
miz--> 0 50 100 150 200 250 300 350 400
Abundance
191
16,00 16,20 1640 16.60 16.80
5000 135 m/z 192.10 26.85%
57 107
. 29 79 161
miz--> 0 éo 160 1%0 260 2éo 360 3%0 460
Abundance #66113: Phenol, 3,5—bls(l,l—dlmethylethyl)— LA I B L L L L L
191 16.00 16.20 16.40 16.60 16.80
m/z 69.05 24 .09%
5000 57
9} }151?5 163
0::::‘:“:“::‘:“‘:‘u‘uLuL:: ——T —T ——T ——T — T
miz--> 0 5'0 1(')0 1%0 200 250 3(')0 3&'30 4(')0 16.|00 16.|20 16.I40 16.|60 16.|80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF022720\
Data File : BF119110.D

Acq On : 27 Feb 2020 15:13

Operator : CG/JU

Sample : L1694-01

Misc :

ALS Vial : 7 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]
n-Hexadecanoic acid 11.79 4.5 ng 283880 4 11.26 1262100 20.0
Cyclohexadecane 13.74 8.6 ng 435069 5 13.90 1009740 20.0
Heptadecane 14.98 2.6 ng 128503 6 15.33 1000750 20.0
Heptacosyl acetate 15.80 2.7 ng 133099 6 15.33 1000750 20.0
28-Nor-17.alpha.(... 15.97 2.4 ng 118652 6 15.33 1000750 20.0
unknown16 .39 16.39 3.6 ng 181240 6 15.33 1000750 20.0
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