LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF013020\
Data File : BF118757.D

Aca On : 30 Jan 2020 17:58

Operator : CG/JU

Sample : L1313-02

Misc :

ALS Vial : 10 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-BF012020.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 5.051 497 504 513 rVvB 80802 104910 1.36% 0.177%
2 5.457 568 573 576 rBY 4674084 4446939 57.79% 7.497%
3 6.463 739 744 748 rBVY 4216512 4588647 59.63% 7.736%
4 6.839 804 808 811 rBVY 1805147 1423952 18.50% 2.401%
5 6.998 831 835 838 rBVY 4664862 4017076 52.20% 6.773%
6 7.398 898 903 906 rBVY 3409682 3052669 39.67% 5.147%
7 8.122 1022 1026 1030 rBvV 2299266 1908696 24.80% 3.218%
8 9.198 1204 1209 1212 rBvV 7197501 6290569 81.74% 10.606%
9 9.322 1222 1230 1233 rBvV 2341199 2105843 27.37% 3.550%
10 9.586 1272 1275 1279 rVB 383739 304381 3.96% 0.513%

11 9.875 1320 1324 1328 rBV 2799210 2438354 31.69% 4.111%
12 10.463 1420 1424 1439 rBV 1059854 933308 12.13% 1.573%
13 10.663 1453 1458 1462 rBV 4883755 4451557 57.85% 7.505%
14 11.363 1573 1577 1580 rBV 2932465 2640870 34.32% 4.452%
15 11.545 1604 1608 1612 rBV 160875 143939 1.87% 0.243%

16 11.586 1612 1615 1624 rVB 255454 247050 3.21% 0.417%
17 11.892 1662 1667 1682 rBV 797344 867268 11.27% 1.462%
18 12.145 1707 1710 1714 rBV 142523 113383 1.47% 0.191%
19 12.404 1751 1754 1760 rBV 356517 381019 4_95% 0.642%
20 12.610 1784 1789 1793 rVB 182629 196792 2.56% 0.332%

21 12.674 1797 1800 1812 rBV 250655 277888 3.61% 0.469%
22 12.951 1842 1847 1850 rBV 7834401 7695364 100.00% 12.974%
23 13.845 1995 1999 2010 rBV 489050 629368 8.18% 1.061%
24 13.998 2021 2025 2029 rBV 2959590 2653219 34.48% 4._.473%
25 14.168 2050 2054 2059 rBV 135505 126622 1.65% 0.213%

26 14.474 2102 2106 2111 rBV 268905 257012 3.34% 0.433%
27 14.780 2155 2158 2166 rVB 364833 358711 4.66% 0.605%
28 14.857 2167 2171 2180 rVB 1953857 1959131 25.46% 3.303%
29 15.115 2210 2215 2220 rBV 433279 509659 6.62% 0.859%
30 15.368 2254 2258 2266 rVB4 90145 137474 1.79% 0.232%

31 15.457 2267 2273 2277 rVV 1939462 2459178 31.96% 4.146%
32 15.498 2277 2280 2292 rVB 393670 538609 7.00% 0.908%
33 15.927 2348 2353 2359 rBV 299741 483676 6.29% 0.815%
34 16.339 2419 2423 2431 rVB7 70478 126372 1.64% 0.213%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF013020\
Data File : BF118757.D

Aca On : 30 Jan 2020 17:58

Operator : CG/JU

Sample : L1313-02

Misc :

ALS Vial : 10 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.433 2433 2439 2447 rBV 177152 316049 4.11% 0.533%

36 17.021 2534 2539 2545 rBV2 67068 128647 1.67% 0.217%

Sum of corrected areas: 59314201
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF013020\
Data File : BF118757.D

Aca On : 30 Jan 2020 17:58

Operator : CG/JU

Sample : L1313-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF118757.D
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6000000
5000000 5.46 7.00
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3000000
2000000 6.84

1000000
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e L A A F

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: BF118757.D
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5000000 10.66
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Abundance TIC: BF118757.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF013020\
Data File : BF118757.D

Aca On : 30 Jan 2020 17:58

Operator : CG/JU

Sample : L1313-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012020.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 2

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

9.32 17.27 ng 2105840 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 91
2 3-Pvridinol. 4-methvl-., acetate ... 151 C8H9NO2 001006-96-8 53
3 Metacetamol 151 C8HIONO2 000621-42-1 53

070987-81-4 38
1000250-88-9 38

1-(1.2.3-Trimethvl-cvclopent-2-e... 152 C10H160
5 N-Cyclopropyl-p-fluorobenzylamine 165 C10H12FN

Abundance Scan 1230 (9.322 min): BF118757.D (-1222) (-) m/z 43.00 100.00%
43 109
151
5000
| o % & 9.00 920 9.40 9.60
123 : : : :
7 137 169
Ol et ol --'l Al My ST ST 198 21 1 Ths57100.10  95.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43 109
151
5000 LA L L L L L L LB L |
9.00 9.20 9.40 9.60
57 69 g5 169 m/z 151.10 66.91%
123
obts Bl gl B | e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 109
e MEE e
9.00 9.20 9.40 9.60
5000 m/z 41.05 22.01%
80
151
91 123
O i e e e A o o BB
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24779: Metacetamol T T T
109 9.00 9.20 9.40 9.60
m/z 85.00 17.31%
5000 151
43
oL 15 27 “ 54 65 M 91 | 122135 |
e T e e T N e S REEEE
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\BF013020\
Data File : BF118757.D

Aca On : 30 Jan 2020 17:58

Operator : CG/JU

Sample : L1313-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012020.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 unknownl10.46 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.46 7.66 ng 933308 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 59
2 Metacetamol 151 C8H9NO2 000621-42-1 43
3 Acetaminophen 151 C8H9NO2 000103-90-2 43
4 Butanamide. N-acetvl-N-(4-hvdrox... 221 C12H15N0O3 1000107-08-7 38
5 2-Propenal, 3-(2,2,6-trimethyl-7._.. 194 C12H1802 055759-91-6 38
Abundance Scan 1424 (10.463 min): BF118757.D (-1420) (-) m/z 43.00 100.00%
43 109
213
5000 151
69 85 S Ema ARREmEmEE T
h b | | 1123137 160 195 yg7 255 10,20 10,40 10.60 10.80
Ot B8 gl 33T G, 160 198 ) 287 T 7z 109.10  97.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43 109
151
5000 LN UL BRI SULRLN SR
mmmmmmmm
69 g5 m/z 213.10 52.26%
o35 20 S B P e oy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
109
10,20 10,40 10.60 10.80
5000 151 m/z 151.10 44 .22%
43
14 27 65 8 94 122135
m/z--> ﬁo 45 éo 86 160 150 1&0 160 180 200 220 250 zéo
Abundance #24781: Acetaminophen E E R AR
109 10.20 10.40 10.60 10.80
m/z 41.00 24 .53%
5000 151
43 30
14 27 . 65 \\ 93 || 122135 |
m/z--> 2'0 4'0 6|O 80 1(')0 12'0 14'10 1('30 180 200 220 24'10 2('30 10. 20 10.40 10.60 10I80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF013020\
Data File : BF118757.D

Aca On : 30 Jan 2020 17:58

Operator : CG/JU

Sample : L1313-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012020.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

11.89 6.57 ng 867268 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 1667 (11.892 min): BF118757.D (-1662) (-) m/z 72.95 100.00%

199 | 227, 11.60 11.80 12.00 12.20
o’ m/z 59.95 76.61%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129

11.60 11.80 12.00 12.20
0 VJ‘HV

73
43 60
5000 129
97 213
115 157171185 256
143

m/z 43.10 75.02%

213
143 157171185 199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11.60 11.80 12.00 12.20
5000 m/z 57.05 61.29%
29
129
87 115 171 214
101 143157 185
0 198

T T T T T T T T T T T e [
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid

43 60 73 11.60 11.80 12.00 12.20
m/z 55.00 60.89%
5000 129
29
199
143 157171185 242
oL 15

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\BF013020\
Data File : BF118757.D

Aca On : 30 Jan 2020 17:58

Operator : CG/JU

Sample : L1313-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012020.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 7-Hexadecene, (Z2)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.40 2.89 ng 381019 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Hexadecene. (2)- 224 C16H32 035507-09-6 98
2 n-Heptadecanol-1 256 C17H360 001454-85-9 94
3 1-Hexadecanol 242 C16H340 036653-82-4 94
4 Cvclotetradecane 196 C14H28 000295-17-0 91
5 9-Octadecene, (E)- 252 C18H36 007206-25-9 91

Abundance Scan 1753 (12.398 min): BF118757.D (-1751) (-) m/z 43.00 100.00%

6

5000

12.00 12.20 12.40 12.60 12.80

0! m/z 55.00 98.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #81249: 7-Hexadecene, (2)-
55
43 69
5000 83 TT T T[T T I T [T T T T[T TTT[TT
97 12. OO 12 20 12. 40 12. 60 12. 80
29 ” m/z 83.10 96.57%
ol 11l | ) |, 125140154167 181 106 224
R RN RN EEEEE SRR R T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
55 83

12.00 12.20 12.40 12.60 12.80

5000 111 m/z 69.10 94 .14%
29 125
oL15 139 154 168 182 196 210 238
R B o o B R a Ema R S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #95987: 1-Hexadecanol T T
43 55 69 83 12.00 12.20 12.40 12.60 12.80
97 m/z 57.00 90.26%
5000 111
125
0 b WLl L) | 140154168 196 204
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12. 00 12 20 12. 40 12. 60 12. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF013020\
Data File : BF118757.D

Aca On : 30 Jan 2020 17:58

Operator : CG/JU

Sample : L1313-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012020.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 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

12.67 2.10 ng 277888 Phenanthrene-d10 11.36
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 78
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
4 n-Decanoic acid 172 C10H2002 000334-48-5 58
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58

Abundance Scan 1799 (12.668 min): BF118757.D (-1797) (-) m/z 73.00 100.00%

43 3
57
5000 129
17

199213227 12140 1260 1280 13.00
gt m/z 43.05 94_35%

m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
JJL‘H3

o

5000 129 I R E s e e
12. 40 12. 60 12. 80 13. OO

m/z 60.00 76 .57%

14357171
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
57
12.40 12.60 12.80 13.00
5000 129 m/z 57.10 75.96%
29 g7
115 143 199 242
101 157171185
oL15 n 213777
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid i B
43 60 12.40 12.60 12.80 13.00
m/z 41.05 71.70%
5000
213
143157171185199
[0} IR a i e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12. 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF013020\
Data File : BF118757.D

Aca On : 30 Jan 2020 17:58

Operator : CG/JU

Sample : L1313-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012020.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 5-Eicosene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

13.84 4.74 ng 629368 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 99
2 n-Tetracosanol-1 354 C24H500 000506-51-4 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 95
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
5 Behenic alcohol 326 C22H460 000661-19-8 93

Abundance Scan 1998 (13.839 min): BF118757.D (-1995) (-) m/z 83.05 100.00%

b

-

5000
139 163 13.60 13.80 14.00 14.20
181 230
0 210 230 252 280 m/z 55.00 97.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #127769: 5-Eicosene, (E)-
55
83
5000 LIRS
13 60 13. 80 14. 00 14 20
29 111 m/z 57.10 96.55%
0 LA A 139 167 106 223 252 250
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 83
A s
13.60 13.80 14.00 14.20
5000 11 m/z 97.10 92.50%
29 139

167 195 222 250 280 308 336

4

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #131391: n-Nonadecanol-1
55 83 13.60 13.80 14.00 14.20
m/z 43.05 92.47%
29
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13 60 13. 80 14. OO 14 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF013020\
Data File : BF118757.D

Aca On : 30 Jan 2020 17:58

Operator : CG/JU

Sample : L1313-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012020.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 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.78 2.92 ng 358711 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Octadecane 254 C18H38 000593-45-3 91
Abundance Scan 2158 (14.780 min): BF118757.D (-2155) (-) m/z 57.10 100.00%
57
85
5000
i d1}3 141 169 211 239 267 295 323 355 14,40 14.60 14.80 1500
(o NN A N S PR e LA S S AN 5 5 m/z 71.10 79.39%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000
14.40 14.60 14.80 15.00
m/z 43.10 61.62%
29 \113 141 169 282
0 ..“. J f‘-“‘l‘ .‘“‘.hl .‘“.“.l‘l“. :!'9|7|2|2|5|2|53|||| T
m/z--> 50 100 150 200 250 300 350
Abundance
57
14.40 14.60 14.80 15.00
5000 85 m/z 85.05 57.70%
0 29 13 141 169 197 225 267 295 365 393
m/z--> 55 160 150 260 2éo 360 3éo '
Abundance #141426: Heneicosane
57 14.40 14.60 14.80 15.00
m/z 55.10 22.33%
85
5000
29 113
oL L by J | 141 169 197 225 253 296
m/z--> 55 100 1%0 260 2éo 360 3éo ' 1440 1460 1480 1500 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF013020\
Data File : BF118757.D

Aca On : 30 Jan 2020 17:58

Operator : CG/JU

Sample : L1313-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012020.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 Squalene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.86 15.93 ng 1959130 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 95
2 Supraene 410 C30H50 007683-64-9 91
3 2.6.10-Dodecatrien-1-ol. 3.7.11-... 264 C17H2802 004128-17-0 64
4 4-Methvl-1.5-Heptadiene 110 C8H14 000998-94-7 52
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 50

Abundance Scan 2172 (14.862 min): BF118757.D (-2167) (-) m/z 69.10 100.00%
69
5000
41 N s
9% 137
14.60 14.80 15.00 15.20
ol akgd 1§ 0y 175203231 273200 341367 410 o gl 05 52.50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215927: Squalene
69
5000 L S SR SUUL I
a1 14.60 14.80 15.00 15.20
95 11 m/z 41.05 20.66%
0 ‘ L “M il ‘9 175 203 231 273 209 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
14.60 14.80 15.00 15.20
5000 m/z 95.10 14 _.79%
41
95 137
0 117 163 191 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #114211: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-, aceta... S EREEEE e
69 14.60 14.80 15.00 15.20
m/z 137.10 12.61%
5000 43 93
J 136
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF013020\
Data File : BF118757.D

Aca On : 30 Jan 2020 17:58

Operator : CG/JU

Sample : L1313-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012020.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 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.12 4.14 ng 509659 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Octadecane. 2-methvl- 268 C19H40 001560-88-9 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2216 (15.121 min): BF118757.D (-2210) (-) m/z 57.05 100.00%
g7
85
5000
4
141 169 14.80 15.00 15.20 15.40
0...,....,|'... ,....,....1|..':. Lot et 224239 266281 309 | nyo 71.05  80.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117638: Nonadecane
57
5000 85
14.80 15.00 15.20 15.40
4 m/z 43.05 60.80%
0 2 ‘\ ‘ [N 1]\-3 1 1‘\11 . 169 197 225240 268
m/z--> 25 Jo eb éo 160 150 140 160 180 200 220 240 260 280 360
Abundance
43
71 14.80 15.00 15.20 15.40
5000 m/z 85.05 60.65%

99
127 155 183 225 753268

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57 14.80 15.00 15.20 15.40
m/z 55.00 22.75%
85
5000
4
113
o 28 | Ly M 109 197 225 253268 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14. 80 15. 00 15. 20 15.40

8270-BF012020-M Fri Jan 31 15:55:48 2020

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF013020\
Data File : BF118757.D

Aca On : 30 Jan 2020 17:58

Operator : CG/JU

Sample : L1313-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012020.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 2-methyloctacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

15.93 3.93 ng 483676 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octadecane 254 C18H38 000593-45-3 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2353 (15.927 min): BF118757.D (-2348) (-) m/z 57.10 100.00%

g7
85
5000

[y “1}3 141,160 197 225 266 205 1560 15:80 16.00 1620

Oy U N i o M o m/z 71.05 76 .75%

m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57

5000
15.60 15.80 16.00 16.20
m/z 85.05 59.42%

113
o2 ‘ H 141 169 197 225 267 205 365 393
S— S o e AN A= N Sl &
miz--> 50 100 150 200 250 300 350
Abundance
57

15.60 15.80 16.00 16.20

5000 85 m/z 43.10 57.50%
29
. 113 141 160 107 225 253 295 323 367
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane s sthb st
57 15. 60 15. 80 16 00 16. 20

m/z 55.00 21.49%

85
5000
29 113
\ | | 777,241 169 197 225 253 296

ot—rryt e R RAREEEEEE s EEEE

T
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF013020\
Data File : BF118757.D

Aca On : 30 Jan 2020 17:58

Operator : CG/JU

Sample : L1313-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012020.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 Heptacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.43 2.57 ng 316049 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2439 (16.433 min): BF118757.D (-2433) (-) m/z 57.05 100.00%
57
85
5000
U3 44 ' 16.20 16.40 16,60 16.80
169 197 : : : :
I J.ﬂ, ol oup” 00, 239207295 385 m/z 71.10 76.26%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane
57
16.20 16.40 16.60 16.80
29 m/z 85.05 58.50%
113 141
0 h‘ ‘L‘ . uh\ “‘\‘ ‘\‘ oy \169‘197 225 253 281 309 337 380
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
16.20 16.40 16.60 16.80
5000 85 m/z 43.10 53.39%
113 941
o2 169 197 225 253 281 309 337 365 393 422
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane L T S
57 16.20 16.40 16.60 16.80
m/z 55.00 25.62%
113
L2 |7 A4t 169 211 239 267 295 323 352
m/z--> 50 100 150 200 250 300 350 400 16,20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF013020\
Data File : BF118757.D

Acq On : 30 Jan 2020 17:58

Operator : CG/JU

Sample - L1313-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012020.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]
2,4,7,9-Tetrameth. .. 9.32 17.3 ng 2105840 3 9.87 2438350 20.0
unknown10.46 10.46 7.7 ng 933308 3 9.87 2438350 20.0
n-Hexadecanoic acid 11.89 6.6 ng 867268 4 11.36 2640870 20.0
7-Hexadecene, (2)- 12.40 2.9 ng 381019 4 11.36 2640870 20.0
Octadecanoic acid 12.67 2.1 ng 277888 4 11.36 2640870 20.0
5-Eicosene, (E)- 13.84 4.7 ng 629368 5 14.00 2653220 20.0
Eicosane 14.78 2.9 ng 358711 6 15.46 2459180 20.0
Squalene 14.86 15.9 ng 1959130 6 15.46 2459180 20.0
Nonadecane 15.12 4.1 ng 509659 6 15.46 2459180 20.0
2-methyloctacosane 15.93 3.9 ng 483676 6 15.46 2459180 20.0
Heptacosane 16.43 2.6 ng 316049 6 15.46 2459180 20.0
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