LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081919\
Data File : BG042346.D

Aca On : 20 Aug 2019 3:33

Operator : HP/JU

Sample : K4277-13

Misc :

ALS Vial : 19 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-BG081919.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 3.123 3 6 29 rvVB 1605955 2425828 45.11% 9.689%
2 5.562 414 421 435 rBV 502688 849187 15.79% 3.392%
3 7.171 687 695 711 rBV 344162 683648 12.71% 2.731%
4 7.542 750 758 771 rBV 873243 1554484 28.91% 6.209%
5 8.006 829 837 845 rBV 193891 332358 6.18% 1.327%

8.335 884 893 901 rBV 834282 1464843 27.24% 5.851%
9.175 1026 1036 1056 rBV 564056 1079079 20.07% 4_.310%
10.826 1310 1317 1334 rBV 238528 467309 8.69% 1.866%
1976010 3238542 60.22% 12.935%
14.663 1959 1970 1984 rBV 462445 756552 14.07% 3.022%
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11 16.155 2217 2224 2240 rBV 1639472 2529240 47.03% 10.102%
12 17.412 2432 2438 2452 rBV2 583667 960819 17.87% 3.838%
13 18.311 2585 2591 2599 rBV2 58838 105662 1.96% 0.422%
14 20.033 2877 2884 2895 rBV 3810437 5377809 100.00% 21.479%
15 21.343 3102 3107 3122 rBV2 89189 234886 4._.37% 0.938%

16 21.690 3159 3166 3175 rBV2 680687 1140397 21.21% 4 _555%
17 22.501 3299 3304 3309 rBvV 46451 82891 1.54% 0.331%
18 23.206 3418 3424 3431 rVB 60706 112344 2.09% 0.449%
19 24.016 3556 3562 3571 rVB 66268 147531 2.74% 0.589%
20 24.933 3707 3718 3736 rVB2 429239 1360628 25.30% 5.434%

21 26.132 3913 3922 3931 rVB4 44247 133248 2.48% 0.532%

Sum of corrected areas: 25037285
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG081919\
Data File : BG042346.D

Aca On : 20 Aug 2019 3:33

Operator : HP/JU

Sample : K4277-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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: BG042346.D
3500000
3000000
2500000
2000000
12
1500000

1000000 7.54 8.33

9.18
500000 5,56 717
) 8.01 10.83

0||||||||||||||||||||||||||||||||||||||||| | LA L L L L L L L B L L LB B

T T T T T T T
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 12.00 12.50
Abundance TIC: BG042346.D

20.03
3500000

3000000
2500000

2000000, 13.28
16.16
1500000

1000000

17.41 2169

500000 14.66

18.31 21.34 22.50

0 ||||||||||||||||||||||||||||||||||||||||||||||||||||||L||||||||||||||||||||J\Tﬁ

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: BG042346.D

3500000
3000000
2500000
2000000
1500000
1000000

500000 24.93
23.21 24,02 f\ 26.13

O e L B AR REREEAR R R e e e A RABAR R

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\HPCHEMI\BNA G\DATA\BG081919\
Data File : BG042346.D

Aca On : 20 Aug 2019 3:33

Operator : HP/JU

Sample : K4277-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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.

3.12 145.98 ng 2425830 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 5 (3.117 min): BG042346.D (-3) (-) m/z 73.10 100.00%
7B

i

5000
43 55 87
3.20 3.30 3.40 3.50
Ot O b e S O m/z 43.10  34.48%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 LA LI L L L LB LB I
43 55 3.20 3.30 3.40 3.50
7 87 m/z 87.10 28.49%
NN 71 A R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87

3.20 3.30 3.40 3.50
5000 41 55 m/z 55.10 27 .09%

29
o L, ML!?M o)l 79 | o7 12 19
R o o o AR RS s s e S RAREEE S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy-
73 3.20 3.30 3.40 3.50
m/z 71.10 11.35%
5000
45
29
39 55 67 101
O P e e e e e R RREEEEEEEE R
m/z--> 20 30 40 50 60 70 80 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\HPCHEMI\BNA G\DATA\BG081919\
Data File : BG042346.D

Aca On : 20 Aug 2019 3:33

Operator : HP/JU

Sample : K4277-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 unknown7.54 Concentration Rank 2

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

7.54 93.54 ng 1554480 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 23
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 758 (7.542 min): BG042346.D (-750) (-) m/z 132.00 100.00%
132
5000 /\_
68
0 st |} 77 a7 Pipsuss J 7o T ko Tk
o groer L Meus L m/z 68.10 33.61%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR IR L I
7.20 7.40 7.60 7.80
31 51 78 m/z 134.00 33.47%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
A IR LU I
7.20 7.40 7.60 7.80
5000 m/z 66.10 21.18%
39
89 103
ob—s IH‘HIAM\H I \P8 n .‘,‘l‘.%l.s, e
m/z--> 40 100 120 140 160 180
Abundance #52379. Tranylcypromine-propionyl R B B
57 132 720 7.40 7.60 7.80

m/z 69.10 13.74%

74
5000 98 116
B P U IR0~ () NS St )

m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG081919\
Data File : BG042346.D

Aca On : 20 Aug 2019 3:33

Operator : HP/JU

Sample : K4277-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 4 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.31 2.20 ng 105662 Phenanthrene-d10 17.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 83
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 58
Abundance Scan 2591 (18.311 min): BG042346.D (-2585) (-) m/z 73.05 100.00%
7B
43 57
5000 129 213
97 115 256
143157171185100 | 297 281 18.00 18.20 18.40 18.60
0! m/z 60.00 76.63%
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

18.00 18.20 18.40 18.60
m/z 43.05 76.02%

213
143157171185199

4“83
ol

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid

43 51 18.00 18.20 18.40 18.60
5000 129 m/z 57.10 74 _.81%

Lk I

143157 214

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid
43 57 73 18.00 18.20 18.40 18.60
m/z 55.05 56.98%
129
5000 29

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\HPCHEMI\BNA G\DATA\BG081919\
Data File : BG042346.D

Aca On : 20 Aug 2019 3:33

Operator : HP/JU

Sample : K4277-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 4
R.T. EstConc Area Relative to ISTD R.T.
21.34 4.12 ng 234886 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 95
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Carbonic acid. octadecvl 2.2.2-t... 444 C21H39CI303 1000314-56-3 93
4 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 93
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
Abundance Scan 3106 (21.337 min): BG042346.D (-3102) (-) m/z 57.05 100.00%
LN U B BRI I
154169 193 249 21.00 21.20 21.40 21.60
N — 210225 240265 m/z 43.10 72.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104183: 1-Octadecene
ie]
5000 LN U B BN I
21.00 21.20 21.40 21.60
2 m/z 55.10 71.18%
0 |I 154 182 209224 252
m/z--> 25 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #155046: 1-Heneicosanol
I I

21.00 21.20 21.40 21.60
m/z 83.05 67.43%

5000

-

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #225717: Carbonic acid, octadecyl 2,2, 2-trichloroethyl ester S DR e o
55 83 21.00 21.20 21.40 21.60

m/z 69.10 62.22%

5000

:

T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG081919\
Data File : BG042346.D

Aca On : 20 Aug 2019 3:33

Operator : HP/JU

Sample : K4277-13

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 Tetracosane Concentration Rank 6

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

24 .02 2.17 ng 147531 Perylene-d12 24 .93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Tetracosane 338 C24H50 000646-31-1 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Eicosane 282 C20H42 000112-95-8 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 3563 (24.022 min): BG042346.D (-3556) (-) m/z 57.10 100.00%

g7
85
5000
15 101 101000 Y80 24100 2420 24140
ob L LRy 20000028 252, 295 341 1 w77 40 68.57%
m/z--> 50 100 150 200 250 300 350
Abundance #175558: Tetracosane
57
85
5000

23.80 24.00 24.20 24.40
m/z 85.10 52.17%

d J 1141 169 197 225 253 281 309 338

0 ....,.--' =
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57
23.80 24.00 24.20 24.40
5000 85 m/z 43.10 44 . 95%
29 113 141
0 | ﬂ 169 197 225 253 281 309 337 365 394
Ll / L e e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane R e e
57 23. 80 24 00 24. 20 24 40

m/z 55.10 23.83%

85
5000
29 113
| | 11?1 169 197 225 253 296

0"""|""""]\ L AL SR SO UL RN SURL

T
m/z--> 50 100 150 200 250 300 350 23. 80 24 00 24. 20 24 40
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\SVOASRV\HPCHEM1I\BNA_G\DATA\BG081919\

BG042346.D

20 Aug 2019  3:33

HP/JU

K4277-13

19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG081919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

unknown7 .54

n-Hexadecanoic acid

1-Octadecene
Tetracosane

8270-BG081919.M Wed Aug 21 14:07:32 2019

3.12 146.0 ng
7.54 93.5 ng

18.31 2.2 ng
21.34 4.1 ng
24.02 2.2 ng

RT EstConc Units Response

Butane, 2-methoxy. ..

2425830
1554480
105662
234886
147531

|--Internal Standard---|

| # RT Resp Conc]
1 8.01 332358 20.0
1 8.01 332358 20.0
4 17.41 960819 20.0

5 21.69 1140400 20.0
6 24.93 1360630 20.0
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