LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113795.D

Acq On : 16 Apr 2019 15:57

Operator : JU/SJ

Sample - K2411-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_F\METHODS\8270-BF040319_.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 height area % max. total
1 5.292 542 545 572 rBV 1300475 1989797 85.18% 12.087%
2 6.334 718 722 738 rBV 1466805 2039608 87.31% 12.389%
3 6.451 738 742 765 rVB 1864689 2177425 93.21% 13.226%
4 6.828 802 806 821 rBV 1869327 1704557 72.97% 10.354%
5 7.239 873 876 904 rBV 1006959 1289481 55.20% 7.833%
6 9.028 1176 1180 1194 rBV 2403057 2336020 100.00% 14.190%
7 9.433 1246 1249 1262 rBvV 145363 179544 7.69% 1.091%
8 10.498 1426 1430 1447 rBV 782863 1043203 44.66% 6.337%
9 11.727 1636 1639 1651 rBV2 93779 168660 7.22% 1.024%
10 12.404 1751 1754 1759 rBV 86127 88576 3.79% 0.538%
11 12.516 1769 1773 1778 rBV6 16603 31465 1.35% 0.191%
12 12.633 1788 1793 1797 rBV 80942 98132 4_20% 0.596%
13 12.763 1811 1815 1824 rBV 1829971 1845109 78.99% 11.208%
14 13.663 1965 1968 1972 rVB2 26607 26115 1.12% 0.159%
15 13.821 1992 1995 1997 rBV 70122 70995 3.04% 0.431%
16 13.857 1998 2001 2008 rVB2 65861 99736 4.27% 0.606%
17 13.980 2019 2022 2024 rBV 43069 34616 1.48% 0.210%
18 14.286 2070 2074 2078 rVB 75358 80087 3.43% 0.486%
19 14.574 2120 2123 2127 rVV 117368 113873 4._.87% 0.692%
20 14.645 2131 2135 2138 rVB 45713 44553 1.91% 0.271%

21 14.851 2166 2170 2172 rBV 80419 107282 4_59% 0.652%
22 14.886 2172 2176 2184 rVB 156276 205543 8.80% 1.249%

23 14.951 2184 2187 2192 rBV2 22505 31712 1.36% 0.193%
24 15.127 2214 2217 2223 rVB 43569 52007 2.23% 0.316%
25 15.192 2224 2228 2231 rVV 60526 78022 3.34% 0.474%

26 15.227 2231 2234 2239 rVV 127501 168090 7.20% 1.021%
27 15.280 2241 2243 2248 rVB2 19291 27848 1.19% 0.169%
28 15.621 2296 2301 2306 rBV 103184 142821 6.11% 0.868%
29 16.074 2373 2378 2390 rVB2 57401 114932 4.92% 0.698%

30 16.604 2464 2468 2469 rBV3 23873 32070 1.37% 0.195%
31 17.039 2539 2542 2551 rVB 21231 40974 1.75% 0.249%
Sum of corrected areas: 16462853
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF041619\
Data File : BF113795.D

Acq On : 16 Apr 2019 15:57

Operator : JUu/SJ

Sample : K2411-07

Misc :

ALS Vial :© 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA_F\METHODS\8270-BF040319 .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: BF113795.D

2000000 6.45 6.83

1500000 6.33

5.29

1000000 .24

500000

S T T, S L I e—

T
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: BF113795.D

2000000
12.76

1500000

1000000
10.50

500000

9.43
i

e e B e

T
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: BF113795.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113795.D

Acq On : 16 Apr 2019 15:57

Operator : JU/SJ

Sample - K2411-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.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 1 unknown6.45 Concentration Rank 2

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

6.45 25.55 ng 2177430 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 742 (6.451 min): BF113795.D (-738) (-) m/z 131.90 100.00%
5000 68
40 LL %6 J 620 640 6.60 6.80
54 - - - -
Ol f7 87 L 30515y | “m/z 67.95 38.47%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 33.23%
0 ‘ b H oy .
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.00 24.33%
41 97
53
29 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.20 6.40 6.60 6.80
24 m/z 68.95 14 _40%
5000 og 0
o -‘-“‘. 89 | dor ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113795.D

Acq On : 16 Apr 2019 15:57

Operator : JU/SJ

Sample - K2411-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.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 3 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.73 47.51 ng 168660 Chrysene-di12 13.83
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 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 18
5 Dodecane 170 C12H26 000112-40-3 11
Abundance Scan 1639 (11.727 min): BF113795.D (-1636) (-) m/z 72.90 100.00%
43 60 73
5000 129 Kk\Nﬁﬂﬂﬂ
S 115 185 213 SLARRARARAR RRERR AR
1435717185 109 | 57 256 11.40 11.60 11.80 12.00
0 m/z 59.90 91.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129
11.40 11.60 11.80 12.00
m/ 43.00 87 .75%
7Ji 143157171185, 213 ‘ 0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
1140 11.60 11.80 12.00
5000 129 m/z 57.00 74 .86%
29 a7
115 | 143 199 242
101 185
ST 1 O W '
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid N R R REAEE T S
60 73 11.40 11.60 11.80 12.00
43 m/z 40.95 67 .25%
5000 129
7 185 228
0 | [ | |
mz> 20 - - 50 80" 100 120 140 160 180 200 220 240 260 1140 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113795.D

Acq On : 16 Apr 2019 15:57

Operator : JU/SJ

Sample - K2411-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.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 5 unknownl2.52 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.52 8.86 ng 31465 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 38
2 _.alpha.-D-Glucopyranose, 4-0-.be... 342 C12H22011 014641-93-1 32
3 Tetradecanoic acid 228 C14H2802 000544-63-8 32
4 n-Decanoic acid 172 C10H2002 000334-48-5 27
5 Butyraldehyde, semicarbazone 129 C5H11N30 013183-21-6 27
Abundance Scan 1774 (12.521 min): BF113795.D (-1769) (-) m/z 42.90 100.00%
48 60
129
5000 85 202
111 185 241
12.20 12.40 12.60 12.80
O/ m/z 59.90 92.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid
73
43 M
5000 129 AR ARSRN
nmnmnmnm
2 m/z 72.85 84 .66%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
57 12.20 12.40 12.60 12.80
5000 m/z 40.95 66.11%
29
9 157145
ol 14 112 173 101 215 233 257 275 293
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84455; Tetradecanoic acid e AREEEEEaSEE
78 12.20 12.40 12.60 12.80
m/z 56.90 61.91%
5000 43 129
185
“ 228
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1220 1240 1260 1280
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113795.D

Acq On : 16 Apr 2019 15:57

Operator : JU/SJ

Sample - K2411-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.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 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.66 7.36 ng 26115 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 59
2 Hexacosane 366 C26H54 000630-01-3 59
3 Pentacosane 352 C25H52 000629-99-2 58
4 Heptadecane 240 C17H36 000629-78-7 53
5 Tetracosane 338 C24H50 000646-31-1 50
Abundance Scan 1968 (13.663 min): BF113795.D (-1965) (-) m/z 56.90 100.00%
57
5000 85
229 U AR NN SUNRN S
127 203 “ 13.40 13.60 13.80 14.00
ol A m/z 43.00 69.38%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LN UL BN SULRL AU
Bmwmmmmm
m/z 70.95 67.29%
29 113
0 \‘ Al ‘\ “\ ‘hw h‘ u‘ { 1?1 ! 169 197 225 253 296
m/z--> 56 100 1%0 260 2%0 360 3%0
Abundance
57
' 13.40 13.60 13.80 14.00
5000 - m/z 85.00 51.95%
113
o 29 141 169 197 225 253 295 366
m/z--> 56 160 1%0 260 2%0 360 3%0
Abundance #185533: Pentacosane N SRR R S mam s
57 13.40 13.60 13.80 14.00
m/z 54.90 34.57%
5000 85
113
oL 2Ly \ | )17t 169189 211 239 267 295 323 352
m/z--> 5'0 100 1&1,0 200 251,0 3(')0 3&1,0 13. 40 13 60 13. 80 14 I00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113795.D

Acq On : 16 Apr 2019 15:57

Operator : JU/SJ

Sample - K2411-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.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 7 Tridecane, 3-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

13.98 9.75 ng 34616 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 83
2 Tridecane, 3-methyl- 198 C14H30 006418-41-3 80
3 Tetracosane 338 C24H50 000646-31-1 72
4 Nonacosane 408 C29H60 000630-03-5 72
5 Nonadecane 268 C19H40 000629-92-5 64

Abundance Scan 2022 (13.980 min): BF113795.D (-2019) (-) m/z 57.00 100.00%

57
5000

13.60 13.80 14.00 14.20

141 163 183 207 244 281

0! m/z 71.00 61.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #141426: Heneicosane
57
85
5000 [TTrr[rrrr[rrrryrrrr|m
13.60 13.80 14.00 14.20
m/z 42.95 54 _.03%
29 113
b Ll 14 169 197 205 253 296
T P A e e e [ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
R o R o R
13.60 13.80 14.00 14.20
5000 m/z 85.00 48 .99%
29
85
o 113 149 169 19g
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane e L B A B A
57 13.60 13.80 14.00 14.20
m/z 99.00 21.41%
5000 85
29 113
0 L J ‘141 169 197 225 253 281 309 338
T e e e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113795.D

Acq On : 16 Apr 2019 15:57

Operator : JU/SJ

Sample - K2411-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.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 8 Pentacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.29 22.56 ng 80087 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 5-Ethyl-5-methylnonadecane 310 C22H46 1000360-42-7 86
5 Octadecane 254 C18H38 000593-45-3 86
Abundance Scan 2075 (14.292 min): BF113795.D (-2070) (-) m/z 56.95 100.00%
57
5000 4f“\A\,M~V~AHJﬁ~¢~AuMﬁ-
114,00 14.20 14.40 14.60
0 m/z 71.00 78.01%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57
5000 85 LR L B UL B
mmmmmmmm
113 m/z 43.00 63.13%
JL 2] L L d || 1" 169189 211 239 267 205 323 352
m/z--> 50 100 1%0 200 2éo 300 3éo
Abundance
57
114,00 14.20 14.40 14.60
5000 85 m/z 85.00 62.86%
29
118 44 197
ob—t e 44—
m/z--> éo 160 1%0 200 250 300 3éo
Abundance #141426: Heneicosane T T
57 14.00 14.20 14.40 14.60
m/z 55.00 31.52%
5000
29 113
oL DLy a6 07 g as oo
m/z--> 5'0 1(')0 1&1,0 200 250 300 3&'30 14 Ioo 14 20 14. 40 14 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113795.D

Acq On : 16 Apr 2019 15:57

Operator : JU/SJ

Sample - K2411-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.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 2-methyloctacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.57 13.55 ng 113873 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methyloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2122 (14.568 min): BF113795.D (-2120) (-) m/z 57.00 100.00%
7
5000
127 1420 14.40 14.60 14.80
155 183 255
o 0 207 230 <3 281 m/z 71.00 68.56%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 UL SRR AR SRR B
14.20 14.40 14.60 14.80
113 m/z 43.00 63.03%
o2 ‘ H 141 169 197 225 267 205 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
o 1420 14.40 14.60 14.80
5000 m/z 85.00 49.99%
29 113
0 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #185535: Heptadecane, 9-octyl- R L A s e
57 14.20 14.40 14.60 14.80
m/z 55.00 24 _47%
5000 85
oL 3L A4 [M13,141 169 197 239 267 204 323 352
m/z--> 50 100 1%0 200 250 300 350 ' 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113795.D

Acq On : 16 Apr 2019 15:57

Operator : JU/SJ

Sample - K2411-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.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 10 Squalene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.64 5.30 ng 44553 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 000111-02-4 86
2 Supraene 410 C30H50 007683-64-9 80
3 trans-Farnesol 222 C15H260 000106-28-5 64
4 2,6-Octadiene, 2,6-dimethyl- 138 C10H18 002792-39-4 53
5 1,6-Octadiene, 3,5-dimethyl-, tr... 138 C10H18 074630-87-8 53
Abundance Scan 2134 (14.639 min): BF113795.D (-2131) (-) m/z 69.00 100.00%
69
41 e
ﬂ 121J 161 205 242 o 1440 14.60 14.80 15.00
Ol pul |Il| If.'.'..',""..,.... e m/z 81.00 56.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215929: Squalene
69
5000 LR IR B UL S
a1 14.40 14.60 14.80 15.00
137 m/z 41.00 24 .92%
0 Ll ‘?F““d\ 161 191 217 244 273 299 341 367 410
m/z--> 50 100 1éo 200 250 300 350 400
Abundance
69
' 14.40 14.60 14.80 15.00
5000 m/z 94.95 13.67%
41
95 137
o 116 | 163 191 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #79392: trans-Farnesol b RREmE EE e
69 14.40 14.60 14.80 15.00
m/z 68.00 10.46%
5000 41
Jg 136
R A i U —
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\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113795.D

Acq On : 16 Apr 2019 15:57

Operator : JU/SJ

Sample - K2411-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.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 11 Benzo[e]pyrene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

14.95 3.77 ng 31712 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 87
2 Perylene 252 C20H12 000198-55-0 81
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 81
4 Benzo[a]pyrene 252 C20H12 000050-32-8 74
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 64

Abundance Scan 2187 (14.951 min): BF113795.D (-2184) (-) m/z 252.00 100.00%

5000

126

151165179 14.60 14.80 15.00 15.20

193207 224

0 m/z 250.00 28.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #104217: Benzo[e]pyrene
252
5000 LI LN L L L L L L L B B

14.60 14.80 15.00 15.20
m/z 253.00 23.31%

50 63 83 99 1%2 4\ 146 174187200 224237 ‘J

(O B Ll RN o e o o e e o e e REARRSREE s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
252
14.60 14.80 15.00 15.20
5000 m/z 126.10 15.23%
125
ol 17 39 62 g3 99112 150 mmm 224 239
T T T T T T T T e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #104224: Benzo[k]fluoranthene
252 14.60 14.80 15.00 15.20
m/z 251.00 15.04%
5000
113 126
o 74 99 | 200 224 ﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113795.D

Acq On : 16 Apr 2019 15:57

Operator : JU/SJ

Sample - K2411-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.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 13 Hentriacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.62 16.99 ng 142821 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Docosane 310 C22H46 000629-97-0 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 2301 (15.621 min): BF113795.D (-2296) (-) m/z 57.00 100.00%

5000

113 141 149 15.40 15.60 15.80 16.00

211 239 269

0! m/z 71.00 61.30%
miz--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
5000 85 LA B L L L L L L LB
15.40 15.60 15.80 16.00
113 m/z 43.00 56.98%
0 | M 1 H m1§1‘1§9‘197 225 253 281 309 337 365 437
SN E T e
miz--> 50 150 200 250 300 350 400
Abundance
57
e
15.40 15.60 15.80 16.00
5000 o m/z 84.95 49.11%
29
o 113 141 169 197 225 253 281 309 337 365 394
e e e S
miz--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane T
57 15.40 15.60 15.80 16.00
m/z 55.00 20.30%
5000 85
113
AEIRE T || 141 169 197 225 253 281 309 337 365 393 422
e e e LA Sl e
miz--> 50 100 150 200 250 300 350 400 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113795.D

Acq On : 16 Apr 2019 15:57

Operator : JU/SJ

Sample - K2411-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.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 14 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

16.07 13.68 ng 114932 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 87
2 Hexacosane 366 C26H54 000630-01-3 87
3 Heptacosane 380 C27H56 000593-49-7 87
4 Triacontane 422 C30H62 000638-68-6 87
5 Tetratetracontane 619 C44H90 007098-22-8 87

Abundance Scan 2377 (16.068 min): BF113795.D (-2373) (-) m/z 57.00 100.00%

57
2000 JARv~AM“p~yd/\“,~,«ﬂ¢~,wv,

113
208 J65284 15.80 16.00 16.20 16.40
m/z 70.95 66.78%

04
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane

5

5000 85 LA L L L L L L
15.80 16.00 16.20 16.40
m/z 42.90 50.12%
113 141
oL 2 h ““‘j | 169189211 239 267 205 323 352
I 0 A M- o
miz--> 50 100 150 200 250 300 350
Abundance
57
e
15.80 16.00 16.20 16.40
5000 85 m/z 85.00 45.67%
29
. 13 141 160 107 225 253 295 323 367
S [ R R e S SN o AL L
miz--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane R B o S St
57 15.80 16.00 16.20 16.40
m/z 54.95 21.12%
- i W
29
oL “J I “113 141 169 197 225 253 281 309 337 380
b L TP 197 225 298 261 309 337 380 S
miz--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113795.D

Acq On : 16 Apr 2019 15:57

Operator : JU/SJ

Sample - K2411-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_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 .45 6.45 25.6 ng 2177430 1 6.68 1704560 20.0
n-Hexadecanoic acid 11.73 47.5 ng 168660 3 13.83 70995 20.0
unknownl12 .52 12.52 8.9 ng 31465 3 13.83 70995 20.0
Heneicosane 13.66 7.4 ng 26115 3 13.83 70995 20.0
Tridecane, 3-methyl- 13.98 9.8 ng 34616 3 13.83 70995 20.0
Pentacosane 14 .29 22.6 ng 80087 3 13.83 70995 20.0
2-methyloctacosane 14 .57 13.6 ng 113873 4 15.24 168090 20.0
Squalene 14 .64 5.3 ng 44553 4 15.24 168090 20.0
Benzo[e]pyrene 14 .95 3.8 ng 31712 4 15.24 168090 20.0
Hentriacontane 15.62 17.0 ng 142821 4 15.24 168090 20.0
Heptacosane 16.07 13.7 ng 114932 4 15.24 168090 20.0
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