LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062620\
Data File : BG045870.D

Aca On 26 Jun 2020 12:43

Operator : CG/JU

Sample : L3101-01

Misc :

ALS Vial : 5 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-BG061520.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 5.520 406 414 428 rBV 594454 1079049 35.36% 4.493%
2 7.135 680 689 703 rBV 696834 1299045 42.57% 5.409%
3 7.511 748 753 762 rBV2 15304 31939 1.05% 0.133%
4 7.911 814 821 831 rVB 202645 357692 11.72% 1.489%
5 8.234 869 876 886 rVB 598478 1079407 35.37% 4 .494%
6 9.074 1009 1019 1030 rBV 480580 900892 29.52% 3.751%
7 10.719 1292 1299 1307 rBV 262099 478539 15.68% 1.993%
8 13.180 1710 1718 1732 rBV 1441576 2185768 71.63% 9.101%
9 14.014 1849 1860 1869 rBV 162583 259454 8.50% 1.080%
10 14.561 1945 1953 1961 rBvV 410653 670577 21.97% 2.792%
11 14.655 1961 1969 1976 rVB5 19862 50281 1.65% 0.209%
12 16.059 2202 2208 2218 rVV 1048050 1685995 55.25% 7.020%
13 16.722 2316 2321 2328 rBvV9 17537 43740 1.43% 0.182%
14 17.316 2415 2422 2427 rBV 477406 768797 25.19% 3.201%
15 17.698 2480 2487 2492 rBvV8 22417 52261 1.71% 0.218%
16 18.162 2562 2566 2570 rBV5 23480 39872 1.31% 0.166%
17 18.220 2572 2576 2582 rVV2 154631 215002 7 .05% 0.895%
18 18.502 2618 2624 2628 rBvV8 20715 38497 1.26% 0.160%
19 18.972 2699 2704 2710 rBvV 68571 87531 2.87% 0.364%
20 19.060 2715 2719 2725 rBV5 23347 34899 1.14% 0.145%
21 19.131 2727 2731 2739 rBvVS8 23573 41886 1.37% 0.174%
22 19.231 2741 2748 2754 rBV9 35576 73068 2.39% 0.304%
23 19.313 2758 2762 2766 rVB4 35996 42733 1.40% 0.178%
24 19.372 2766 2772 2777 rBv4 39113 74866 2.45% 0.312%
25 19.513 2791 2796 2801 rVB2 60149 87861 2.88% 0.366%
26 19.572 2801 2806 2809 rBV7 44190 60897 2.00% 0.254%
27 19.848 2849 2853 2858 rBV5 48424 54134 1.77% 0.225%

28 19.930 2861 2867 2876 rBV 2280353 3051627 100.00% 12.706%
29 20.212 2911 2915 2921 rBV5 73951 128150 4._.20% 0.534%

30 20.265 2921 2924 2929 rVB2 69166 87534 2.87% 0.364%
31 20.494 2959 2963 2966 rBV3 54972 74919 2.46% 0.312%
32 20.576 2974 2977 2982 rVB4 53011 65657 2.15% 0.273%
33 20.817 3014 3018 3024 rVB3 73458 142797 4.68% 0.595%
34 20.911 3031 3034 3038 rBV6 33867 44671 1.46% 0.186%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062620\
Data File : BG045870.D

Aca On 26 Jun 2020 12:43

Operator : CG/JU

Sample : L3101-01

Misc :

ALS Vial : 5 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 G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 21.228 3083 3088 3101 rVB 405718 634067 20.78% 2.640%

36 21.434 3119 3123 3126 rBV5 22736 44043 1.44% 0.183%
37 21.569 3140 3146 3161 rVB2 549812 1144832 37.52% 4.767%
38 21.998 3214 3219 3226 rVB3 97098 173511 5.69% 0.722%
39 22.379 3276 3284 3298 rVB5 220903 543064 17.80% 2.261%
40 23.366 3445 3452 3462 rVB2 242513 507061 16.62% 2.111%

41 23.807 3520 3527 3532 rBV2 175441 397426 13.02% 1.655%
42 23.866 3532 3537 3555 rVB2 441371 1135470 37.21% 4.728%
43 24.700 3669 3679 3690 rBVY 290345 851542 27 .90% 3.546%
44 25.217 3760 3767 3778 rVB5 89181 253272 8.30% 1.055%
45 25.816 3860 3869 3878 rvB2 223199 660656 21.65% 2.751%

46 25.933 3882 3889 3906 rVB6 98786 358120 11.74% 1.491%
47 26.192 3928 3933 3946 rVB6 55211 169084 5.54% 0.704%
48 28.700 4349 4360 4384 rBV6 79813 530375 17.38% 2.208%
49 29.822 4537 4551 4566 rBV6 192307 1048746 34.37% 4_.367%
50 31.867 4890 4899 4901 rBV10 66049 175244 5.74% 0.730%

Sum of corrected areas: 24016550
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062620\
Data File : BG045870.D

Aca On 26 Jun 2020 12:43

Operator : CG/JU

Sample : L3101-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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: BG045870.D

2000000

1500000

1000000

7.14
5.52 8.23

500000 9.07

701 10.72

7.51

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11. 50 12. OO 12. 50
Abundance TIC: BG045870.D

19.93

2000000

15000001 13.18

16.06
1000000

21.57

500000 14.56 17.32

14.01

.65 16.72

0 A

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 TIC: BG045870.D

2000000
1500000

1000000

23.87
500000

23.37 yalhs 24.70 25.82 29.82
2522 #5.9% 19 28.70 31.87

O]t e e

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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062620\
Data File : BG045870.D

Aca On 26 Jun 2020 12:43

Operator : CG/JU

Sample : L3101-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 12
R.T. EstConc Area Relative to ISTD R.T.
18.22 5.59 ng 215002 Phenanthrene-d10 17.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Dodecanoic acid 200 C12H2402 000143-07-7 62
3 Pentadecanoic acid 242 C15H3002 001002-84-2 58
4 Tridecanoic acid 214 C13H2602 000638-53-9 58
5 Tetradecanoic acid 228 C14H2802 000544-63-8 53
Abundance Scan 2576 (18.220 min): BG045870.D (-2572) (-) m/z 73.05 100.00%
7B
55
5000 41
129 213
7
| M m 01 | 14315717185 | o7 s »81 18.00 18.20 18.40 18.60
Obprrr bl m/z 60.05 69.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
43 73
5
5000{ 29 256

18.00 18.20 18.40 18.60
m/z 55.05 64.88%

21
143 157171185 199

y H‘
R R R R RS R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

o

73
e B R
18.00 18.20 18.40 18.60
m/z 43.00 56.36%
5000 s 129
87 115 157
101 143 | 171 __200
0 185
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid e A R Rt
43 g 73 18.00 18.20 18.40 18.60
m/z 57.05 48.13%
129
5000 29
0 s S b
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062620\
Data File : BG045870.D

Aca On 26 Jun 2020 12:43

Operator : CG/JU

Sample : L3101-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 unknownl8.97 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.97 2.28 ng 87531 Phenanthrene-d10 17.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.4-Trimethvl-1-pentanol. trif... 226 C10H17F302 1000365-19-5 35
2 Proparavl alcohol. tert-butvldim... 170 C9H180Si 1000333-04-2 27
3 Sulfurous acid. cvclohexvimethvl._.. 262 C13H2603S 1000309-21-6 25
4 3-Heptadec-8-envl-2.4.10-trioxa-... 378 C24H4203 1000189-57-5 25
5 Ribitol, 1,3:4,5-di-0-(ethylbora... 212 C9H18B204 1000149-52-8 25
Abundance Scan 2704 (18.972 min): BG045870.D (-2699) (-) m/z 57.05 100.00%
57
113
5000
83
169 18.60 18.80 19.00 19.20
o3l | .L.ﬂ, A e A 2 20 3 hy7 113.15  58.76%
m/z--> 50 100 150 200 250 300
Abundance #82218: 2,4,4-Trimethyl-1-pentanoal, trifluoroacetate
57
5000
97 18.60 18.80 19.00 19.20
m/z 97.05 56.04%
0 %?‘\ L‘ L?g 127 153 193211
m/z--> 50 100 150 200 250 300
Abundance
83 113
18:60 18.80 19.00 19.20
5000 m/z 55.05 29.49%
0 27 M 66 137155172
m/z--> 50 100 150 200 250 300
Abundance #112139: Sulfurous acid, cyclohexylmethy! hexyl ester e REREE
97 18.60 18.80 19.00 19.20
m/z 83.05 27 .56%
55
5000
o g e bt Vb
m/z--> 50 100 150 200 250 300 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062620\
Data File : BG045870.D

Aca On 26 Jun 2020 12:43

Operator : CG/JU

Sample : L3101-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 Cyclopropanecarboxamide, N-... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

2021 2.2ang 128150  Chrysene-d12 21.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cvclopropanecarboxamide.

N-I5-ch... 358 C19H16CI12N20

1000320-06-5 53

2 9-Hexacosene 364 C26H52 071502-22-2 38
3 l1l-Hexacosene 364 C26H52 018835-33-1 35
4 Tetradecanoic acid. 2-hvdroxv-. ... 258 C15H3003 056009-40-6 25
5 cis-11-Eicosenoic acid 310 C20H3802 005561-99-9 22
Abundance Scan 2915 (20.212 min): BG045870.D (-2911) (-) m/z 83.05 100.00%
5000 362
512 19.80 20.00 20.20 20.40 20.60
o S m/z 55.05 78.05%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #189210: Cyclopropanecarboxamide, N-[5-chloro-4-[(4-chloro...
69
290
5000 41 LU B B B B
358 19. 80 20. 00 20. 20 20 40 20. 60
m/z 97.05 76.62%
104 150179 219 2?5 317
O e L B A e B o o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
43 o7
69
R e R RS e
19.80 20.00 20.20 20.40 20.60
5000 m/z 57.05 76.06%
125
364
153181
O T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #193365: 1-Hexacosene L B e
57 97 19.80 20.00 20.20 20.40 20.60
m/z 43.05 68.25%
5000
125
29 153 364
0 “ " l l l ll £1?1.299.237 278 307 336
L o I T e o o B B R e R RS e
m/z--> 50 100 150 200 250 300 350 400 450 500 19. 80 20. 00 20. 20 20 40 20. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062620\
Data File : BG045870.D

Aca On 26 Jun 2020 12:43

Operator : CG/JU

Sample : L3101-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 unknown20.82 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

20.82 2.49 ng 142797 Chrysene-di12 21.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrrolidine. 1-(12-methvl-1-oxot... 295 C19H37NO 056630-61-6 25
2 9-Dodecenoic acid. DMOX derivative 251 C16H29NO 1000337-03-4 25
3 1.1"-Biphenvl. 2.27.3.3".5.6"-he... 358 C12H4CI6 052744-13-5 25
4 1.1°-Biphenvl. 2.27.3.3".4.4"-he... 358 C12H4CI6 038380-07-3 22
5 2-Pentenoic acid, 4-oxo-, methyl... 128 C6H803 002833-24-1 22
Abundance Scan 3019 (20.823 min): BG045870.D (-3014) (-) m/z 57.05 100.00%

57
97
5000
169 327 360 " 20,60 20.80 21.00 21.20
1 217 251 284

ol ol b 207 144 7180 207 200 288 4% /7 97.05  76.35%

m/z--> 50 100 150 200 250 300 350 400
Abundance #140381: Pyrrolidine, 1-(12-methyl-1-oxotetradecyl)-
113

5000
20 60 20.80 21.00 21.20
55 m/z 113.15 74 .33%

. L)% | 140 168 10 233 266 295
— T T e T e e T e e
m/z--> 50 100 150 200 250 300 350 400
Abundance

113

20.60 20.80 21.00 21.20

50000 o m/z 83.05 44 _50%
82 140 168 196 236
ol b g |t e Ly
m/z--> 50 100 150 200 250 300 350 400
Abundance #188933: 1,1-Biphenyl, 2,2',3,3',5,6-hexachloro-
290 360 20.60 20.80 21.00 21.20

m/z 55.05 32.95%

5000 145
109 181
253
36 84\J 1 “ L
| I

N N s A

m/z--> 50 100 150 200 250 300 350 400 20 60 20. 80 21. 00 21. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062620\
Data File : BG045870.D

Aca On 26 Jun 2020 12:43

Operator : CG/JU

Sample : L3101-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 Cyclotetradecane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
21.23 11.08 ng 634067 Chrysene-di12 21.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 98
2 1-Nonadecene 266 C19H38 018435-45-5 96
3 2- Chloropropionic acid. octadec... 360 C21H41Cl102 088104-31-8 95
4 1-Heptacosanol 396 C27H560 002004-39-9 94
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 93

Abundance Scan 3088 (21.228 min): BG045870.D (-3083) (-) m/z 83.05 100.00%
57 83
R SUNIU I B BUR
139 168 21.00 21.20 21.40 21.60
0 193 224 251 285 313 356 401 429 m/z 57.05 94_.30%
m/z--> 50 100 150 200 250 300 350 400
Abundance #58277: Cyclotetradecane
55
83
5000 LRI UL UL AL AR
21.00 21.20 21.40 21.60
29 111 m/z 69.05 84 .81%
\\‘ | \ L | 139 168 196
Oy ‘ ““ T '“"" U A DAL UL
m/z--> 50 150 200 250 300 350 400
Abundance
43 97
69 R SUNII SIS B U
21.00 21.20 21.40 21.60
5000 m/z 55.05 82 .25%
125
ol15 154 182 210 238 266
m/z--> 50 100 150 200 250 300 350 400
Abundance #190678: 2- Chloropropionic acid, octadecy! ester A L B B
57 83 21.00 21.20 21.40 21.60
m/z 43.05 80.78%
29
0..J‘.”.|.‘ 139168]_94224250 297 360 S =
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062620\
Data File : BG045870.D

Aca On 26 Jun 2020 12:43

Operator : CG/JU

Sample : L3101-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 7-Methyl-4-azafluorenone, p... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
22.00 3.03 ng 173511 Chrysene-di12 21.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Methvl-4-azafluorenone. phenvl... 270 C19H14N2 1000216-54-1 80
2 Medicarpin 270 C16H1404 032383-76-9 76
3 4.6-Diamino-3-Ip-methoxvohenvll-... 270 C13H14N60 058791-70-1 58
4 5.6-Dimethvl-4-p-tolvloxv-thieno... 270 C15H14N20S 302952-40-5 52
5 Benzofran-3-one, 2-[3,4-dihydrox... 270 C15H1005 1000128-63-2 52
Abundance Scan 3219 (21.998 min): BG045870.D (-3214) (-) m/z 270.05 100.00%
270
5000

21.60 21.80 22.00 22.20 22.40

206 324 358 396 430

0! m/z 269.00 50.25%
m/z--> 50 100 150 200 250 300 350 400
Abundance #119542: 7-Methyl-4-azafluorenone, phenylimine
270
5000
21.60 21.80 22.00 22.20 22.40
m/z 255.05 47 .41%
0 " 140164 193 227 | |
e e P e
m/z--> 50 100 150 200 250 300 350 400
Abundance
270
21.60 21.80 22.00 22.20 22.40
5000 m/z 82.00 32.60%
105 148
197 226
ot
m/z--> 50 100 150 200 250 300 350 400

Abundance #118668: 4,6-Diamino-3-[p-methoxyphenyl]-1-methylpyrazolo... e B e A S
270 21.60 21.80 22.00 22.20 22.40

m/z 57.05 28.11%

5000

43 g gg 114135158 185 227

T T I T I T
m/z--> 50 100 150 200 250 300 350 400 21.60 21.80 22.00 22.20 22.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062620\
Data File : BG045870.D

Aca On 26 Jun 2020 12:43

Operator : CG/JU

Sample : L3101-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 Behenic alcohol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.38 9.49 ng 543064 Chrysene-di12 21.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 93
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
Abundance Scan 3284 (22.379 min): BG045870.D (-3276) (-) m/z 97.05 100.00%
9,97
i 2200 25,20 2040 260
53 196 281 : : :
ob AL 225 (30 237 291308 355383 430 540 | 5769 00  93.83%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #166292: Behenic alcohol
55 83
5000 11 BB BARRABARRE
nmnmnmnm
m/z 83.05 93.01%
0 27| | ‘ ML Pm 167196224252280308
m/z--> 6 éo 100 150 200 250 300 3éo 400 4%0 560 '
Abundance
55 83
22.00 22,20 22.40 22.60
5000 111 m/z 43.05 91.80%
o 139167196 238266294
m/z--> 6 éo 160 1%0 200 250 300 3éo 460 4%0 560 '
Abundance #175127: Trifluoroacetoxy hexadecane A BAmmmEEE S
57 22.00 22.20 22.40 22.60
m/z 55.05 89.51%
5000
29
0 154 196224 269 320
m/z--> 6 éo 160 1%0 200 250 300 3éo 460 4%0 560 ' 2200 2220 2240 2260 '

8270-BG061520.M Sat Jun 27 06:21:26 2020 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062620\
Data File : BG045870.D

Aca On 26 Jun 2020 12:43

Operator : CG/JU

Sample : L3101-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 1,19-Eicosadiene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.37 11.91 ng 507061 Perylene-d12 24.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 95
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 94
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
4 Octadecanal 268 C18H360 000638-66-4 91
5 Heptadecanal 254 C17H340 1000376-70-0 91
Abundance Scan 3453 (23.372 min): BG045870.D (-3445) (-) m/z 57.05 100.00%
57
- M
132 23.00 23.20 23.40 23.60
194 222 362 : : : :
o 20, .22 334 399 m/z 82.05 97.75%
m/z--> 50 100 150 200 250 300 350 400
Abundance #126192: 1,19-Eicosadiene
55
23.00 23.20 23.40 23.60
29 109 m/z 43.05 86.66%
oL i h I ‘H‘H 137 166 194 22 250 278
m/z--> §o 15 200 250 360 3%0 460
Abundance
43 82
23.00 23.20 23.40 23.60
5000 m/z 55.05 67.61%
109
o 138 166 208 250
mz-> 50 100 150 200 250 300 350 400
Abundance #129467: Oxirane, heptadecyl- AR R AT e
3 8 23.00 23.20 23.40 23.60
m/z 83.05 65.52%
5000
110
. ﬂ 1138 166 104 236 264
- -----‘---‘------------------ L e B
m/z--> 50 100 1&'30 2(')0 25'30 300 3&1,0 4(')0 23.00 23.20 23.40 23.60

8270-BG061520.M Sat Jun 27 06:21:28 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062620\
Data File : BG045870.D

Aca On 26 Jun 2020 12:43

Operator : CG/JU

Sample : L3101-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 2-methyloctacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.81 9.33 ng 397426 Perylene-di12 24.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane. 11-(1l-ethvlpropvl)- 366 C26H54 055282-11-6 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 90
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 3528 (23.813 min): BG045870.D (-3520) (-) m/z 57.05 100.00%
57
85
5000
LSRRI BRSO N BN
141 169 197 23.40 23.60 23.80 24.00 24.20
oL —hh 225249 281 311 341 401 425 m/z 71.05 38_31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
5000 85 AU RN
2340 23.60 23.80 24.00 24.20
13 m/z 43.05 66 .60%
L2 h h‘” i ‘141‘169 197 225 267 295 365 393
m/z--> éo 100 150 200 250 300 350 400
Abundance
43
7 23.40 23.60 23.80 24.00 24.20
5000 m/z 85.05 63.62%
9
o 127 155 183 225 253 295 337
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane [rrrr[rrrr [ rrrr[rrri[rr
57 23.40 23.60 23.80 24.00 24.20
m/z 55.05 26 .66%
5000 85
29 ] 113 141 16
ol b b 100 107 225 253 205323 367 ) e
m/z--> 50 100 150 200 250 300 350 400 2340 23.60 23.80 24.00 24.20

8270-BG061520.M Sat Jun 27 06:21:29 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062620\
Data File : BG045870.D

Aca On 26 Jun 2020 12:43

Operator : CG/JU

Sample : L3101-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 11 Cyclotetracosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.87 26.67 ng 1135470 Perylene-d12 24.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetracosane 336 C24H48 000297-03-0 98
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 n-Nonadecanol-1 284 C19H400 001454-84-8 94
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 1-Heptacosanol 396 C27H560 002004-39-9 93
Abundance Scan 3538 (23.872 min): BG045870.D (-3532) (-) m/z 97.05 100.00%
69 | 9
43
5000
‘ ‘ Jm 23.60 23.80 24.00 24.20
153 195 : : :
oLk A AL L 220259263307 336 401429 | n757 783 05 94.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #174180: Cyclotetracosane
55 83
5000 111 336 B L L o B B
23.60 23.80 24.00 24.20
29 m/z 69.05 85.96%
L [T 67 195 20 251 270 308 |
Ouu‘u‘u‘l“uu‘uu“ ‘hh‘:”lu|||||‘||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance
57 83
| 23.60 23.80 24.00 24.20
5000 11 m/z 57.05 84.27%
29
o 139 167 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350 400
Abundance #131391: n-Nonadecanol-1 T T
55 83 23.60 23.80 24.00 24.20
m/z 55.05 81.97%
5000 11 \—_V/\/L
29
oLl |139 168 105 238 266
m/z--> 5'0 1(')0 1&1;0 200 250 300 350 400 23.60 23.80 24.00 24.20

8270-BG061520.M Sat Jun 27 06:21:31 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062620\
Data File : BG045870.D

Aca On 26 Jun 2020 12:43

Operator : CG/JU

Sample : L3101-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 12 Oxirane, heptadecyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
25.22 5.95 ng 253272 Perylene-d12 24.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 89
2 Heptadecanal 254 C17H340 1000376-70-0 64
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 64
4 1.19-Eicosadiene 278 C20H38 014811-95-1 64
5 Hexadecanal 240 C16H320 000629-80-1 64
Abundance Scan 3768 (25.223 min): BG045870.D (-3760) (-) m/z 57.05 100.00%
5
5000
135 207 R SR SN B B
261 297 307 355380 25.00 25.20 25.40 25.60
O m/z 43.05 90.65%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129467: Oxirane, heptadecyl-
43 82
5000 LRSS LI IS UM U
25.00 25.20 25.40 25.60
110 m/z 82.05 85.87%
138
okl h Ll | (Pesr0n o6t
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
¥ 82 rrrryrTTTyTTTTT T T T T T
25.00 25.20 25.40 25.60
5000 m/z 55.05 79.19%
109
0 137 180208 236
mz-> 50 100 150 200 250 300 350 400 450
Abundance #117617: Oxirane, hexadecyl- R B R ma s
25.00 25.20 25.40 25.60
m/z 83.05 T4_47%
5000
09
o 138 166 208 250
m/z--> 50 100 150 200 250 300 350 400 450 " 25.00 25.20 25.40 25.60

8270-BG061520.M Sat Jun 27 06:21:33 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062620\
Data File : BG045870.D

Aca On 26 Jun 2020 12:43

Operator : CG/JU

Sample : L3101-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 13 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

25.82 15.52 ng 660656 Perylene-di12 24._.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 3870 (25.822 min): BG045870.D (-3860) (-) m/z 57.05 100.00%

57
85
5000
J 1W3 %Jmnmmmwmmsw 415 _25.60 25,80 26.00 26.20

[ ...3,%1.. e e m/z 71.05 83.81%

m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
85

5000
25 60 25.80 26.00 26.20
m/z 85.05 61.94%

29 113
oL ‘h AT Y169 197 225 253 295 323 367
e B A A o e o e e e e o B o A
m/z--> 50 100 150 200 250 300 350 400
Abundance
57

85 25.60 25.80 26.00 26.20

5000 m/z 43.05 59.03%
29 113
o 141 169 197 225 253 296
e B R
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane R L e
57 25. 60 25 80 26. OO 26. 20

m/z 55.05 26 .00%

5000 &
13 94
29 ¥ 169 197 225 253 281 309 337 365 393 422

o2l i P TR R 220 298 281 309 337 365 393 Tt e o e A

m/z--> 50 100 150 200 250 300 350 400 25. 60 25 80 26. OO 26. 20

8270-BG061520.M Sat Jun 27 06:21:35 2020 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062620\
Data File : BG045870.D

Aca On 26 Jun 2020 12:43

Operator : CG/JU

Sample : L3101-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 14 Nonadecyl trifluoroacetate Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
25.93 8.41 ng 358120 Perylene-di12 24.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecvl trifluoroacetate 380 C21H39F302 1000351-76-3 81
2 l17-Pentatriacontene 491 C35H70 006971-40-0 76
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 74
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 74
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 68
Abundance Scan 3888 (25.928 min): BG045870.D (-3882) (-) m/z 69.05 100.00%
60 | 97
43
5000
f% 207 5100 7580 2600 76,20
154182 | 236 284 343 401 : : : :
oAbl LA l.l. (17 |26, 23 3 Mtawas2 083 05 99.20%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #202424: Nonadecyl trifluoroacetate
57 97
5000 AR AR IR
125 25.60 25.80 26.00 26.20
s m/z 97.05 92.05%
oL R amzezee S s
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance
57
97 LA U SRR IR
25.60 25.80 26.00 26.20
5000 m/z 57.05 83.29%
Ol 81209236 267292320348 376 406 434 462 490
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester T T
57 25.60 25.80 26.00 26.20
83 m/z 43.05 71.32%
- | ,.,/\M
29 169
0 | [139 77 210 555 406
m/z-> 0 50 100 150 260 250 300 350 400 450 ' 25.60 25.80 26.00 26.20

8270-BG061520.M Sat Jun 27 06:21:37 2020 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062620\
Data File : BG045870.D

Aca On 26 Jun 2020 12:43

Operator : CG/JU

Sample : L3101-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 15 unknown26.19 Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
26.19 3.97 ng 169084  Perylene-d12 24.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 4-Ethoxvnaphthalene-1-sulfonamid. .. 399 C23H29NO3S  1000297-50-2 11

2 4-T1-Adamantvl1-3-thiosemicarbaz... 395 C19H23CI2N3S 070619-18-0 11
3 1.2.4-0Oxadiazole-5-carboxamide. ... 397 C22H27N304 1000327-46-7 10
4 4-T1-Adamantanaminol-3.4"-diamin... 397 C22H27N302S 1000254-65-6 10
5 Benzo[1,4]dioxine-6-sulfonic aci... 323 C15H14FN0O4S 1000317-13-6 9
Abundance Scan 3933 (26.192 min): BG045870.D (-3928) (-) m/z 43.05 100.00%
135
5000
25.80 26.00 26,20 26.40 26.60
0 m/z 135.05 79.73%
miz--> 50 100 150 200 250 300 350 400
Abundance #211710: 4-Ethoxynaphthalene-1-sulfonamide, N-(adamantan-1...
135
5000 AR U AR AU
25.80 26.00 26.20 26.40 26.60
79 115 o) - 300 m/z 143.05 68.53%
o2 ‘\J ,\\ .“-“‘-‘ Lljae T 264 s0psss
miz--> 50 100 150 200 250 300 350 400
Abundance
135
25.80 26.00 26.20 26.40 26.60
5000 79 - m/z 394.40 64.62%
41
107 395
o 166 228250 279 320340362
miz--> 50 100 150 200 250 300 350 400
Abundance #210736: 1,2,4-Oxadiazole-5-carboxamide, 3-(3,4-dimethoxyp... e Bama b
135 25.80 26.00 26.20 26.40 26.60
m/z 80.95 63.84%
5000 &
41 107 397
163
oL ‘I\hiﬂ]limlh || ;JL * IJI p |‘|t| IZIO\ISI : |24|.9| ] |36|8| "l — R R REEEE R
miz--> 50 100 150 200 250 300 350 400 25.80 26.00 26.20 26.40 26.60

8270-BG061520.M Sat Jun 27 06:21:39 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062620\
Data File : BG045870.D

Aca On 26 Jun 2020 12:43

Operator : CG/JU

Sample : L3101-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 16 Nonadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
28.70 12.46 ng 530375 Perylene-d12 24.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Hexacosane 366 C26H54 000630-01-3 86
3 Heptacosane 380 C27H56 000593-49-7 86
4 Tritetracontane 605 C43H88 007098-21-7 86
5 Tetratetracontane 619 C44H90 007098-22-8 86
Abundance Scan 4360 (28.700 min): BG045870.D (-4349) (-) m/z 57.05 100.00%
57
5000 /\/\/\/\/\/‘
169 281 28.40 28.60 28.80 29.00
197 225 255 339
— 309 492425 ' "m/z 71.05 78.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane
57
5000 85 AR A DR
mmmmmmmm
29 m/z 43.05 65.26%
0 \‘ Al h “ H \‘ \ \1‘\11‘169 197 225 268
m/z--> 55 100 1éo 260 250 360 3%0 460
Abundance
57
28.40 28.60 28.80 29.00
5000 85 m/z 85.05 52.30%
. 29 113 141 169 197 205 253 295 323 367
m/z--> 55 160 1%0 260 250 360 3%0 460
Abundance #202661: Heptacosane R B S I
57 28.40 28.60 28.80 29.00
m/z 69.05 33.85%
29 113 141
0 VUL L T, 4, 169 197 225 253 281 309 337 380
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3&1;0 4(')0 28 40 28 60 28. 80 29. oo

8270-BG061520.M Sat Jun 27 06:21:40 2020 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062620\
Data File : BG045870.D

Aca On 26 Jun 2020 12:43

Operator : CG/JU

Sample : L3101-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 17 _.beta.-Sitosterol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
29.82 24 .63 ng 1048750 Perylene-d12 24.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 72
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 55
3 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 40
4 Cholest-5-ene. 3-methoxv-. (3.be... 400 C28H480 001174-92-1 37
5 Campesterol 400 C28H480 000474-62-4 35
Abundance Scan 4551 (29.822 min): BG045870.D (-4537) (-) m/z 43.05 100.00%
48
105
79 145 213
5000
29.40 29.60 29.80 30.00 30.20
0L m/z 105.05 69.14%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217432: .beta.-Sitosterol
43
5000 AU AU A
107 414 mmmmmmmmmw
‘ 303 329 m/z 107.05 62.43%
255
[o) S— m ‘HH H“\ ‘\‘M‘M\\Hm ““\ \“ﬂ\‘\\\ HH h ‘ 234 ‘ a77 I\‘I : ‘ 35? |3|§1| Mi |“| —
m/z--> 200 250 300 350 400
Abundance
43
29.40 29.60 29.80 30.00 30.20
5000 81 107 m/z 57.05 61.55%
145 213 303 ae
1
173 255 829 381
0 284 | 276 354
m/z--> 55 160 1éo 260 250 300 3%0 460
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)- I EmEE e A RAE
43 29.40 29.60 29.80 30.00 30.20
m/z 213.10 60.17%
5000 368
81 107 226 1
414
o H\ \L\H\H\\m i \h i B u .
m/z--> 5 200 250 300 350 400 29.40 29.60 29.80 30.00 30.20

8270-BG061520.M Sat Jun 27 06:21:42 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062620\
Data File : BG045870.D

Aca On 26 Jun 2020 12:43

Operator : CG/JU

Sample : L3101-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 18 Pyridine, 3-nitro-2-(2H-1,2... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
31.87 4.12 ng 175244 Perylene-d12 2470
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvridine. 3-nitro-2-(2H-1.2.3-tr... 223 C7H5N502S 1000260-33-0 59
2 6.10-DimethvIl-3-(1-methvlethvlid... 206 C15H26 069239-71-0 47
3 1.3.6-Heptatriene. 2.5.6-trimethvl- 136 C10H16 042123-66-0 41
4 Lupeol 426 C30H500 000545-47-1 30
5 4-Amino-3,5-dichloro-2,6-dimethy... 206 C7H8CI2N20 1000227-19-9 30
Abundance Scan 4900 (31.872 min): BG045870.D (-4890) (-) m/z 189.15 100.00%
9
5000
43 18
297 345 393 31,60 31.80 32.00 32.20
Oyt m/z 81.05 87.84%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80358: Pyridine, 3-nitro-2-(2H-1,2,3-triazol-4-yl)thio-
39
132
5000 78 L SRR IR I SRR
223 3160 31,80 32.00 32 20
m/z 109.05 79.09%
| H165193
0 HH\ IIIII‘IIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 35|O 4CI)O 45|O 5(I)O 55|O
Abundance
41 82
121 31,60 31.80 32.00 32.20
5000 m/z 93.05 75.23%
149 206
77
O r T T T T T T T T T
m/z--> 5|0 1CI)O 15|O 200 250 300 35|O 4CI)O 45|O 5(I)O 55|O
Abundance #15799: 1,3,6-Heptatriene, 2,5,6-trimethy!- R R IR i e
93 121 31.60 31.80 32.00 32.20
m/z 121.05 70.91%
41
5000
Olllilll R T B B e B I T B B e e B e B T B B e |||||||||||||||||||
m/z--> 5|0 1CI)O 15|O 200 250 300 35|O 4CI)O 45|O 5(I)O 55|O 31 60 31. 80 32. 00 32 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062620\
Data File : BG045870.D

Acq On 26 Jun 2020 12:43

Operator : CG/JU

Sample : L3101-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061520._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 18.22 5.6 ng 215002 4 17.32 768797 20.0
unknown18.97 18.97 2.3 ng 87531 4 17.32 768797 20.0
Cyclopropanecarbo... 20.21 2.2 ng 128150 5 21.57 1144830 20.0
unknown20.82 20.82 2.5 ng 142797 5 21.57 1144830 20.0
Cyclotetradecane 21.23 11.1 ng 634067 5 21.57 1144830 20.0
7-Methyl-4-azaflu... 22.00 3.0 ng 173511 5 21.57 1144830 20.0
Behenic alcohol 22.38 9.5 ng 543064 5 21.57 1144830 20.0
1,19-Eicosadiene 23.37 11.9 ng 507061 6 24.70 851542 20.0
2-methyloctacosane 23.81 9.3 ng 397426 6 24.70 851542 20.0
Cyclotetracosane 23.87 26.7 ng 1135470 6 24.70 851542 20.0
Oxirane, heptadecyl- 25.22 6.0 ng 253272 6 24.70 851542 20.0
Hexacosane 25.82 15.5 ng 660656 6 24.70 851542 20.0
Nonadecyl trifluo... 25.93 8.4 ng 358120 6 24.70 851542 20.0
unknown26.19 26.19 4.0 ng 169084 6 24.70 851542 20.0
Nonadecane 28.70 12.5 ng 530375 6 24.70 851542 20.0
-beta.-Sitosterol 29.82 24.6 ng 1048750 6 24.70 851542 20.0
Pyridine, 3-nitro... 31.87 4.1 ng 175244 6 24.70 851542 20.0
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