LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG030220\
Data File : BG044641.D

Aca On > 2 Mar 2020 20:27

Operator : CG/JU

Sample : L1740-06

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 G\METHODS\8270-BG022420 .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 4.898 303 308 317 rBV 18261 31509 1.03% 0.194%
2 5.373 383 389 402 rBV 627175 990138 32.49% 6.091%
3 6.977 654 662 676 rBV 647775 1122927 36.84% 6.908%
4 7.800 795 802 812 rBV 166453 283989 9.32% 1.747%
5 8.123 850 857 870 rBV 512732 874720 28.70% 5.381%
6 8.957 989 999 1013 rBV 396716 717758 23.55% 4.415%
7 10.603 1272 1279 1296 rBV 235145 443995 14.57% 2.731%
8 13.076 1693 1700 1711 rBV 1182191 1854972 60.86% 11.411%
9 13.910 1835 1842 1847 rBV 75124 115886 3.80% 0.713%
10 14.457 1926 1935 1942 rBvV 450342 718021 23.56% 4_.417%

11 15.943 2182 2188 2198 rBV 937959 1482711 48.65% 9.121%
12 17.201 2395 2402 2407 rBV 604247 921096 30.22% 5.666%

13 18.123 2555 2559 2567 rVB 34726 56608 1.86% 0.348%
14 18.264 2578 2583 2587 rBV 29432 42889 1.41% 0.264%
15 18.999 2697 2708 2712 rBV 38561 68524 2.25% 0.422%
16 19.040 2712 2715 2720 rVVv2 20324 30636 1.01% 0.188%
17 19.257 2747 2752 2759 rVB 23856 33237 1.09% 0.204%
18 19.698 2822 2827 2833 rVB3 19202 35658 1.17% 0.219%
19 19.821 2842 2848 2860 rVB 2348370 3047948 100.00% 18.750%
20 20.638 2982 2987 2990 rBV 26328 31036 1.02% 0.191%

21 21.114 3063 3068 3077 rBV2 102100 198755 6.52% 1.223%
22 21.431 3116 3122 3132 rBV 650863 1053369 34.56% 6.480%
23 21.643 3153 3158 3163 rBV 43632 71262 2.34% 0.438%
24 22.212 3249 3255 3261 rBV2 54349 95803 3.14% 0.589%
25 22.865 3360 3366 3374 rVB 64339 116347 3.82% 0.716%

26 23.164 3401 3417 3433 rVB 64296 366257 12.02% 2.253%
27 23.617 3488 3494 3507 rVB 62258 131258 4_.31% 0.807%

28 24.451 3625 3636 3652 rBV2 414684 1226852 40.25% 7.547%
29 25.550 3815 3823 3833 rBv4 33637 91472 3.00% 0.563%

Sum of corrected areas: 16255633
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG030220\
Data File : BG044641.D

Aca On : 2 Mar 2020 20:27

Operator : CG/JU

Sample : L1740-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG022420.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG044641.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG030220\
Data File : BG044641.D

Aca On : 2 Mar 2020 20:27

Operator : CG/JU

Sample : L1740-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG022420.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.90 2.22 ng 31509 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 38
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
3 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Oxalic acid, monoamide, n-propyl... 215 C11H21NO3 1000309-64-4 9

Abundance Scan 308 (4.898 min): BG044641.D (-303) (-) m/z 43.10 100.00%
43
59
5000
101 =
73 g3 460 4.80 5.00 5.20
e 2l | m/z 59.10 57.93%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 460 480 500 520
m/z 101.10 23.94%
15 31 101
25 7] 37, 53,| 83 )
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
460 480 500 520
5000 m/z 58.10 14.11%
101
15 58
28 37 51 69 84
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3224: 4-Penten-2-one, 4-methyl-
43 460 4.80 5.00 5.20
m/z 41.05 11.69%
5000
27 37| 4955 6360 77 0 o1 98
LR UL SRR SR UL UL FULRL SR S SR UL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG030220\
Data File : BG044641.D

Aca On : 2 Mar 2020 20:27

Operator : CG/JU

Sample : L1740-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG022420.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 Cyclopentadecane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
2111 3.77ng 198755  Chrysene-d12 21.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 cvclopentadecane 210 C15H30 000295-48-7 97

2 Heptadecvl heptafluorobutvrate
3 1-Heneicosanol
4 Octacosyl trifluoroacetate

452 C21H35F702
312 C21H440
506 C30H57F302

5 Heptafluorobutyric acid, n-octad... 466 C22H37F702

959085-66-6 94
015594-90-8 93
1000351-74-9 91
000400-57-7 91

Abundance Scan 3067 (21.108 min): BG044641.D (-3063) (-) m/z 57.10 100.00%
57 83
5000
A REBARRE R R
140 168 196 223246768 20.80 21.00 21.20 21.40
m/z 43.05 93.80%
m/z--> 50 100 150 200 250 300 350 400
Abundance #69584: Cyclopentadecane
55
83
5000 LA L L L L L LB |
111 20.80 21.00 21.20 21.40
29 m/z 83.10 86.90%
]| ] ] 1 |13 182 210
Ly
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
R A BEREsERsas
83 20.80 21.00 21.20 21.40
5000 m/z 55.10 86.59%
111
29
139 169 515238 g3 434
IR I o o o e I L S i o o o o N N B
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol R E e et
55 83 20.80 21.00 21.20 21.40
m/z 97.10 82.60%
5000 111
29
L ‘ |1 [559 167 1068 266 208
TR o e e L o o o o o o o o o T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG030220\
Data File : BG044641.D

Aca On : 2 Mar 2020 20:27

Operator : CG/JU

Sample : L1740-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG022420.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 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

22 .86 2.21 ng 116347 Chrysene-di12 21.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Docosane 310 C22H46 000629-97-0 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Triacontane 422 C30H62 000638-68-6 87
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 3365 (22.859 min): BG044641.D (-3360) (-) m/z 57.10 100.00%

57
85
5000

141 160191211 245 a5 22.60 22.80 23.00 23.20
e ".'l...,....,....,.272].,....,.. m/z 71.10 72.68%

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

%

5000 85 s = LY
2260 2280 23.00 23.20

m/z 43.10 65.45%
29 113
| | j ﬂ L 141,169 197 225 253 205 323 367
Al { e  E JEaE R S
m/z--> 50 100 150 200 250 300 350
Abundance
57
T
22.60 22.80 23.00 23.20
5000 85 m/z 85.10 54 _45Y%
29
113 141 169 197 225 253 281 310
A e L B e e e e A
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57 22.60 22.80 23.00 23.20
m/z 55.10 21.97%
85
5000
29 113
LU 77 M1 169 107 225 253 296
— T R ma
m/z--> 50 100 150 200 250 300 350 22. 60 22. 80 23. 00 23. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG030220\
Data File : BG044641.D

Aca On : 2 Mar 2020 20:27

Operator : CG/JU

Sample : L1740-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG022420.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 unknown23.16 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.16 5.97 ng 366257 Perylene-di12 24 .45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.19-Cvclolanostan-3-ol. 24-meth... 440 C31H520 001449-09-8 18
2 2H-Cvclopropalalbenzofuran. 4.5.... 218 C15H220 102681-49-2 12
3 Quinuclidin-3-one. 2-(2-hvdroxyb... 231 C14H17NO2 065541-10-8 11
4 1.2-Pentanediol. 5-(6-bromodecah... 402 C20H35Br03 115346-29-7 10
5 Andrographolide 350 C20H3005 005508-58-7 10
Abundance Scan 3416 (23.158 min): BG044641.D (-3401) (-) m/z 69.05 100.00%
41 69 o5 119 189 407
5000 149 255
229 439
8L 3?5 | | | 2280 23100 23.20 23.40
[} NN S - m/z 55.05 93.03%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #224999: 9,19-Cyclolanostan-3-ol, 24-methylene-, (3.beta.)-
55 9

T
5000 22.80 23.00 23.20 23.40
m/z 407.30 93.03%
m/z-->
Abundance
203
41 IIIIIIIIIIIIIIIIIIIIIII
95 121 22.80 23.00 23.20 23.40
5000 149 m/z 41.10 88.61%
69 177
I L e e T AN ERaRan I B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #86806: Quinuclidin-3-one, 2-(2-hydroxybenzyl)- R B

22.80 23.00 23.20 23.40
m/z 119.10 84 .40%

5000

m/z--> 50 100 150 200 250 300 350 400 450 22.80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG030220\
Data File : BG044641.D

Aca On : 2 Mar 2020 20:27

Operator : CG/JU

Sample : L1740-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG022420.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 6 Octadecane, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

23.62 2.14 ng 131258 Perylene-d12 24.45

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 91

2 Hexacosane 366 C26H54 000630-01-3 91

3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Heptacosane 380 C27H56 000593-49-7 91

5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3495 (23.623 min): BG044641.D (-3488) (-) m/z 57.10 100.00%

g7
85
5000
3 |1T3 141 169 197 905 256276 355 23.20 23.40 23.60 23.80 24.00
- Ay S 5 220 e 8% m/z 71.10 76.65%
m/z--> 50 100 150 200 250 300 350
Abundance #117648: Octadecane, 2-methyl-
43
71
5000

23.20 23.40 23.60 23.80 24.00
m/z 85.05 61.74%

99
127 155 183 225 253
1—v—‘u'|-'lu'-lull|-']-l--'|'----|--l--|----|----|--
m/z--> 50 100 150 200 250 300 350
Abundance
57
23.20 23.40 23.60 23.80 24.00
5000 85 m/z 43.10 58.33%
29
13 141 160 107 225 253 295 323 367
s A A L A o
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- O B It i e e
57 23.20 23.40 23.60 23.80 24.00
m/z 55.10 26.07%
5000 85
113 239
. ﬁ.,“ AT 160 ser T 267 294 323 362
m/z--> 50 100 150 200 250 300 350 23.20 23.40 23.60 23.80 24.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG030220\
Data File : BG044641.D

Acq On : 2 Mar 2020 20:27

Operator : CG/JU

Sample : L1740-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG022420.M
Quant Title : 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-Pentanone, 4-hy... 4._.90 2.2 ng 31509 1 7.80 283989 20.0
Cyclopentadecane 21.11 3.8 ng 198755 5 21.43 1053370 20.0
Hexacosane 22 .86 2.2 ng 116347 5 21.43 1053370 20.0
unknown23.16 23.16 6.0 ng 366257 6 24.45 1226850 20.0
Octadecane, 2-met... 23.62 2.1 ng 131258 6 24.45 1226850 20.0
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