LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090820\
Data File : BG046566.D

Aca On : 8 Sep 2020 20:37

Operator : CG/JU

Sample : L3919-17

Misc :

ALS Vial : 16 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 G\METHODS\8270-BG082520.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 3.124 3 6 22 rVB 285834 423504 11.58% 2.124%
2 5.515 406 413 423 rBV 744781 1184219 32.39% 5.938%
3 7.101 672 683 702 rBV 743455 1315128 35.97% 6.595%
4 7.930 817 824 832 rBV 233137 401438 10.98% 2.013%
5 9.081 1012 1020 1033 rBV 486859 897391 24.55% 4 _.500%
6 10.726 1291 1300 1309 rBV 331673 602810 16.49% 3.023%
7 13.182 1711 1718 1734 rBV 1418450 2346653 64.19% 11.767%
8 14.011 1853 1859 1871 rBV 65916 109139 2.99% 0.547%
9 14.557 1945 1952 1964 rBV 587201 926867 25.35% 4.648%
10 16.044 2198 2205 2216 rBVY 1090021 1769365 48.40% 8.872%

11 17.301 2411 2419 2433 rBV 739642 1186542 32.45% 5.950%
12 18.206 2567 2573 2580 rBV 102546 184699 5.05% 0.926%

13 18.476 2615 2619 2625 rBV6 26786 37660 1.03% 0.189%
14 19.128 2725 2730 2739 rBV 87584 152409 4_.17% 0.764%
15 19.357 2765 2769 2771 rBV 26574 38608 1.06% 0.194%
16 19.598 2806 2810 2818 rBV 29033 56850 1.55% 0.285%

17 19.916 2858 2864 2871 rBV 2691344 3656015 100.00% 18.333%
18 20.456 2952 2956 2964 rBV 171459 291827 7.98% 1.463%
19 21.214 3081 3085 3100 rVB 367308 593067 16.22% 2.974%
20 21.549 3136 3142 3148 rVB2 764988 1213482 33.19% 6.085%

21 22.137 3238 3242 3251 rVB 78735 145542 3.98% 0.730%
22 22.360 3277 3280 3291 rVB3 112288 249049 6.81% 1.249%
23 23.341 3442 3447 3454 rVB 129844 232710 6.37% 1.167%
24 23.782 3518 3522 3527 rBV2 49511 81991 2.24% 0.411%
25 23.840 3527 3532 3544 rVB 136868 324574 8.88% 1.628%

26 24.645 3661 3669 3684 rVB2 438450 1281495 35.05% 6.426%
27 25.773 3856 3861 3871 rVB2 91807 239195 6.54% 1.199%

Sum of corrected areas: 19942229
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG090820\

BG046566.D

8 Sep 2020 20:37

CG/JuU

L3919-17

16 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG082520 .M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000
12

TIC: BG046566.D

5.51 7.10
9.08

7.93

10.73

0
Time-->

350 4.00 450 5.00 550 6.00 6.50

7.00 7.50 8.00 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250

Abundance

2500000

2000000

1500000

1000000

500000

13.18

TIC: BG046566.D

19,92

16.04

17.30
14.56

14.01

21.55

05
Time-->

13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance

2500000

2000000

1500000

1000000

500000
23.34 2%3 4 25 77

TIC: BG046566.D

24.65

FANGSR

ol

Time-->

23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00

8270-BG082520.
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG090820\
Data File : BG046566.D

Aca On : 8 Sep 2020 20:37

Operator : CG/JU

Sample : L3919-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

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

3.12 21.10 ng 423504 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 5 (3.118 min): BG046566.D (-3) (-) m/z 73.10 100.00%
3
5000 43 /\\
55 87 O —
37 | &7 3.20 3.30 3.40 3.50
Obrprrer ot S e M/Z 43.10  37.20%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 RSN SRS RN RN
43 3.20 3.30 3.40 3.50
55 87 m/z 55.10 25.85%
0 ?9 35 || | 67 ||, 80
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 U AN SR AN R
3.20 3.30 3.40 3.50
5000 a1 55 m/z 87.10 23.82%
29
0 47 67 | 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy- B R
73 3.20 3.30 3.40 3.50
m/z 41.05 11.62%
5000
45
29
0 T 67 101 Q
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 3.20 3.30 3.40 3.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG090820\
Data File : BG046566.D

Aca On : 8 Sep 2020 20:37

Operator : CG/JU

Sample : L3919-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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 8
R.T. EstConc Area Relative to ISTD R.T.
18.21 3.11 ng 184699 Phenanthrene-d10 17.30
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 Undecanoic acid 186 C11H2202 000112-37-8 68
5 Nonanoic acid 158 C9H1802 000112-05-0 38
Abundance Scan 2574 (18.212 min): BG046566.D (-2567) (-) m/z 73.00 100.00%
7B
43 .
5000 129 213
185
1571717 7199 g1 | | 17.80 18.00 18.20 18.40 18.60
0 m/z 60.10 95.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 90
5000 129 AR DR
83 17. 80 18. 00 18. 20 18 40 18. 60
. 213 m/z 43.10 80.69%
143 171185199
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
> LRIV AR BN B
17.80 18.00 18.20 18.40 18.60
5000 129 m/z 57.10 73.72%
29 a7
115 | 143 199 242
101 185
L1 157171 213557
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid AR EEEEE L
78 17.80 18.00 18.20 18.40 18.60
43 m/z 41.05 66.86%
5
5000 129
185 228
115
1 1434:7171
0..|....|....|. ﬁ. ]h\ H‘ “.‘..‘..:!-.5‘7.....‘..1.99.?:.[.3..‘......|....|.. B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1780 1800 1820 1840 1860
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG090820\
Data File : BG046566.D

Aca On : 8 Sep 2020 20:37

Operator : CG/JU

Sample : L3919-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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 unknownl19.13 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.13 2.57 ng 152409 Phenanthrene-d10 17.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone. 2-(2-benzofurvl)-1-(2.... 268 C16H1204 036754-59-3 38
2 4-lsoxazolecarboxamide. 5-amino-... 261 C12H11N304 1000337-98-2 32
3 Ethvl homovanillate 210 C11H1404 060563-13-5 32
4 (4-Methoxv-phenvD)-(2-nitrocvclo... 265 C14H19NO4 103077-68-5 32
5 27,47 -Dihydroxyacetophenone, dia... 236 C12H1205 1000352-81-9 32
Abundance Scan 2730 (19.128 min): BG046566.D (-2725) (-) m/z 137.10 100.00%
137
228
5000 oL
65
43 165 213 254 18.80 19.00 19.20 19.40
O e bt i o AR BT 28 | L 24 sz 228.10 65.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117299: Ethanone, 2-(2-benzofuryl)-1-(2,4-dihydroxyphenyl)-
137
5000 USRNSSR IR AR
18.80 19.00 19.20 19.40
m/z 91.05 51.77%
81 268
Obrrr e ST A A02119 || 152 171 197 225239 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
137
18.80 19.00 19.20 19.40
5000 m/z 229.10 12.18%
" 82
o 65 106121 162176101 214 230244 2%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #69006: Ethyl homovanillate
137 18.80 19.00 19.20 19.40
m/z 65.10 11.10%
5000
210
122
0l.15 29 51 65 79 94‘108 64 181
m/z--> 20 40 eb 80 160 120 140 160 180 200 220 240 260 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG090820\
Data File : BG046566.D

Aca On : 8 Sep 2020 20:37

Operator : CG/JU

Sample : L3919-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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 unknown20.46 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
20.46 4.81 ng 291827 Chrysene-di12 21.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Acridin-9-amine. 1.2.3.4-tetrahv... 226 C15H18N2 1000300-57-6 46

2 1-Ethvl-4-methoxv-9H-pvridol3.4-... 226 C14H14N20 026585-14-8 43
3 47 -Methoxv-2-hvdroxvstilbene 226 C15H1402 1000147-93-1 43
4 9H-Xanthen-9-one. 3-methoxv- 226 C14H1003 003722-52-9 42
5 1,3-Diamino-5,6-dihydro-7-methyl... 226 C13H14N4 037436-37-6 38
Abundance Scan 2957 (20.462 min): BG046566.D (-2952) (-) m/z 226.10 100.00%
5000
165
R TCTRRr TN Wy il BN R oy
0 ...,..'..,..'..,..-..,l...-l.,.'!..l' b i A L 297 281301 B4 7 7205.10 42.12%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #82945: Acridin-9-amine, 1,2,3,4-tetrahydro-5,7-dimethyl-
226
5000
20.20 20.40 20.60 20.80
m/z 165.10 35.46%
39 55 77 91 113 144 171 198
o} Yt NI 0 PP P R A 0 S ——
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
226
20,20 20.40 20.60 20.80
5000 m/z 227.10 18.01%
140 18
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #82861: 4'-Methoxy-2-hydroxystilbene
226 20.20 20.40 20.60 20.80
m/z 152.10 13.93%
5000
165
{ 183 509
0.”.”.“”.”.””.”.””.”.”“.”.””.“.””.”.””.”.” R e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 2020 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG090820\
Data File : BG046566.D

Aca On : 8 Sep 2020 20:37

Operator : CG/JU

Sample : L3919-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 1-Octadecene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.21 9.77 ng 593067 Chrysene-di12 21.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 98
2 5-Eicosene. (E)- 280 C20H40 074685-30-6 97
3 1-Heneicosanol 312 C21H440 015594-90-8 95
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 n-Nonadecanol-1 284 C19H400 001454-84-8 94
Abundance Scan 3084 (21.208 min): BG046566.D (-3081) (-) m/z 57.10 100.00%
o7
139 168 20.80 21.00 21.20 21.40 21.60
o L 11,108 105 224 252 280300 343 o SEETi0 T 93.50%
m/z--> 50 100 150 200 250 300
Abundance #104184: 1-Octadecene
57
83
5000 AU R DR B
29 111 20 80 21. 00 21. 20 21. 40 21. 60
m/z 83.10 93.26%
o | ) 189 168 196 224 252
m/z--> 50 160 1%0 260 2éo 360 '
Abundance
55
83 20,80 21.00 21.20 21.40 21.60
5000 m/z 43.10 91.09%
29 111
o 139 167 196 223 252 280
m/z--> §o 160 150 260 250 360
Abundance #155046: 1-Heneicosanol A BT
55 83 20.80 21.00 21.20 21.40 21.60
m/z 69.10 78.51%
5000 111 ~“wv—/v~J\qﬁqﬂj\kwﬂﬂwm_wa’&#
29
oLl “ | 1P 167 196 233 266 204
m/z--> 5'0 1(')0 1&1,0 2(')0 25'30 3(')0 ' 20 80 21. 00 21. 20 21. 40 21. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG090820\
Data File : BG046566.D

Aca On : 8 Sep 2020 20:37

Operator : CG/JU

Sample : L3919-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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 4H-1-Benzopyran-4-one, 5-hy... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

22.14 2.40 ng 145542 Chrysene-d12 21.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-1-Benzopnvran-4-one. 5-hvdroxv... 268 C16H1204 000520-28-5 76
2 Benzo(a)pvren-7-ol 268 C20H120 037994-82-4 70
3 Dinaphthol1.2-bz1".2"-dl1furan 268 C20H120 000207-93-2 58
4 Dinaphthol2.1-b:1".2"-d1furan 268 C20H120 000194-63-8 58
5 4H-1-Benzopyran-4-one, 7-hydroxy... 268 C16H1204 000487-24-1 53
Abundance Scan 3243 (22.142 min): BG046566.D (-3238) (-) m/z 268.00 100.00%

268
5000 239 ]\\M

R T PR

51 77 9B 190138 166 210 21.80 22.00 22.20 22.40
Obprrreprdbrpititote bt e e e o2 et | m/z 239.10  46.29%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #117302: 4H-1-Benzopyran-4-one, 5-hydroxy-7-methoxy-2-phenyl-
268

%

5000 TT[ T I T T[T I rr[rrrrrrrr1
239 21.80 22.00 22.20 22.40
m/z 225.10 21.90%
69 95 120138 166
B P R < el U N W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
268
R R A R R S )
239 21.80 22.00 22.20 22.40
5000 m/z 269.00 16.46%

42 134
72 g9 106 163 187 211

?

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #117662: Dinaphtho[1,2-b:1',2-d]furan R e e
268 21.80 22.00 22.20 22.40
m/z 267.05 15.79%
5000
239
4 63 87 111 1?4 163 187 213 Ji |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 21. 80 22. OO 22 20 22. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG090820\
Data File : BG046566.D

Aca On : 8 Sep 2020 20:37

Operator : CG/JU

Sample : L3919-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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 1-Heptacosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.36 4.10 ng 249049 Chrysene-di12 21.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 91
2 n-Tetracosanol-1 354 C24H500 000506-51-4 90
3 1-Heneicosanol 312 C21H440 015594-90-8 83
4 1-Nonadecene 266 C19H38 018435-45-5 83
5 Octacosanol 410 C28H580 000557-61-9 76
Abundance Scan 3280 (22.360 min): BG046566.D (-3277) (-) m/z 55.10 100.00%
55 83
5000 MM%»J\AN,M\M
199 167187 225 psspra00 2500 2250 240 7980
o m/z 83.10 92 .90%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57 7
5000 NN SUGRE
125 22.00 22.20 22.40 22.60
m/z 97.10 90.19%
o 29 4 1158 181 209 236 264 202 320 350 378
m/z--> 50 100 150 200 250 300 350
Abundance
57 83
22.00 22.20 22.40 22.60
5000 11 m/z 69.10 75.91%
29 139
o 167 195 222 250 280 308 336 mW#MW”)\NWW/A\JMWJNWVMMMm
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol L B
55 83 22.00 22.20 22.40 22.60
m/z 43.10 56.14%
5000 111 VAMNPMMKMfwM/\va“vaﬂmmﬂw
29
oLl ‘ [ 1)1 167 106 530 260 200
m/z--> 50 100 150 200 250 300 350 22.00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG090820\
Data File : BG046566.D

Aca On : 8 Sep 2020 20:37

Operator : CG/JU

Sample : L3919-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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 Oxirane, hexadecyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.34 3.63 ng 232710 Perylene-di12 24 .65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 90
2 Tetradecanal 212 C14H280 000124-25-4 87
3 Octadecanal 268 C18H360 000638-66-4 86
4 18-Nonadecen-1-ol 282 C19H380 1000142-89-2 76
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 74
Abundance Scan 3447 (23.341 min): BG046566.D (-3442) (-) m/z 57.10 100.00%
82
5000
109 137 B B L
23.00 23.20 23.40 23.60
3 207 362
ol i (195 189207 230, 200 292314334 S| m/z 82.05  79.04%
m/z--> 50 100 150 200 250 300 350
Abundance #117617: Oxirane, hexadecyl-
43 2
5000 RUNARUARAR AR RAREE B
2300 23.20 23.40 23.60
109 m/z 43.10 75.66%
0 I[ |138.l166134 208277 250268
m/z--> 50 100 150 260 250 300 350
Abundance
57 82
23.00 23.20 23.40 23.60
5000 m/z 55.10 67.22%
29
110
138 168 1945,
O B T e T e A L N s o
m/z--> 50 100 150 200 250 300 350
Abundance #117605: Octadecanal N RaEEE e o
4 2 23.00 23.20 23.40 23.60
m/z 83.10 51.58%
5000
110 250
. L8 a6 19 22 s
m/z--> 50 100 1&1;0 200 250 300 350 23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG090820\
Data File : BG046566.D

Aca On : 8 Sep 2020 20:37

Operator : CG/JU

Sample : L3919-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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 9 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.84 5.07 ng 324574 Perylene-di12 24 .65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 n-Nonadecanol-1 284 C19H400 001454-84-8 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 1-Heptacosanol 396 C27H560 002004-39-9 91
Abundance Scan 3532 (23.840 min): BG046566.D (-3527) (-) m/z 83.10 100.00%
57
5000
R I SR BN SUR
3 139 147 250 37 23.60 23.80 24.00 24.20
I dediggn 199 221 20 281 SOTST 0 Tnyz 57.10  97.41%
m/z--> 50 100 150 200 250 300
Abundance #155046: 1-Heneicosanol
55 83
5000 111 R UL I I I
Bmmmmmmm
29 m/z 55.10 96.73%
139
0 by 167 196 238 266 294
m/z--> 50 160 1éo 260 2%0 360
Abundance
55 83
" 23.60 23.80 24.00 24.20
5000 11 m/z 97.10 89.52%
29
0 139 467 196 224 252 280 308 \V*WVWMNWWWJA/\WMNLANAﬁNM,V
m/z--> 55 160 150 260 250 360
Abundance #131391: n-Nonadecanol-1  EEEEEE R e
55 23.60 23.80 24.00 24.20
m/z 69.10 89.34Y%
h \/M\J\/\\\W
29
o M“J ’ l M m1?9H168 196 238 266
m/z--> m 200 250 3& ' Bmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG090820\
Data File : BG046566.D

Aca On : 8 Sep 2020 20:37

Operator : CG/JU

Sample : L3919-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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 10 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
25.77 3.73 ng 239195 Perylene-di12 24 .65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 89
3 Eicosane 282 C20H42 000112-95-8 87
4 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 87
5 2-methyloctacosane 408 C29H60 1000376-72-8 86
Abundance Scan 3860 (25.768 min): BG046566.D (-3856) (-) m/z 57.10 100.00%
57
5000 85 wvA¢A-4VMwJ/\b/\\wmpwwmmv
L DN BRI S SN I
113 155,191 25.40 25.60 25.80 26.00
ol 30 L L i -i"as2 2173191210 231 253 281 300326 351 s TT0 90 63.30%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 L DA DR B U
%m%m%m%m
m/z 43.10 48 .79%
29 113
o T 11 L uME 109 197 225 253 2%
m/z--> 55 150 200 2éo 360 3%0
Abundance
57
25.40 25.60 25.80 26.00
5000 85 m/z 85.10 44 _20%
. 113 141 183 211 239 267 296 ,ﬁwﬁhw\»krwﬁf/\W/NLWWWNWWWK
m/z--> 55 160 1%0 260 250 300 350
Abundance #129490: Eicosane R R RREEEEa
57 25.40 25.60 25.80 26.00
m/z 55.10 20.58%
85
5000
113
oL 7 ‘ i Ldg g i 7T 109 197 225 253 262
m/z--> 55 100 150 260 250 360 3%0 2540 2560 2580 2600 '

8270-BG082520.M Wed Sep 09 12:52:48 2020

Page: 12



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG090820\
Data File : BG046566.D

Acq On : 8 Sep 2020 20:37

Operator : CG/JU

Sample : L3919-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082520_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]
Butane, 2-methoxy... 3.12 21.1 ng 423504 1 7.93 401438 20.0
n-Hexadecanoic acid 18.21 3.1 ng 184699 4 17.30 1186540 20.0
unknown19.13 19.13 2.6 ng 152409 4 17.30 1186540 20.0
unknown20 .46 20.46 4.8 ng 291827 5 21.55 1213480 20.0
1-Octadecene 21.21 9.8 ng 593067 5 21.55 1213480 20.0
4H-1-Benzopyran-4... 22.14 2.4 ng 145542 5 21.55 1213480 20.0
1-Heptacosanol 22.36 4.1 ng 249049 5 21.55 1213480 20.0
Oxirane, hexadecyl- 23.34 3.6 ng 232710 6 24.65 1281500 20.0
1-Heneicosanol 23.84 5.1 ng 324574 6 24.65 1281500 20.0
Heneicosane 25.77 3.7 ng 239195 6 24.65 1281500 20.0
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