LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71819\
Data File : BG041709.D

Aca On 18 Jul 2019 14:35

Operator : HP/JU

Sample - K3835-44

Misc :

ALS Vial : 3 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-BG071519.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 3.198 14 19 31 rvB 424290 784097 10.80% 1.907%
2 5.607 422 429 449 rBVY 1882000 3077848 42.40% 7.484%
3 7.200 690 700 718 rBVY 1995678 3466833 47.76% 8.430%
4 7.576 757 764 774 rBV 1917539 3293703 45.37% 8.009%
5 8.046 837 844 852 rBV 377432 633690 8.73% 1.541%

8.369 891 899 911 rBV 1423694 2508689 34.56% 6.100%
9.203 1032 1041 1051 rBV 1147788 2058735 28.36% 5.006%
1314 1322 1330 rBV 465454 858874 11.83% 2.088%
13.292 1729 1737 1749 rBV 2938862 4699376 64.74% 11.426%
14.109 1870 1876 1882 rBV 228828 335417 4.62% 0.816%

QO ~NO®
=
o
[o0)
9]
I

11 14.661 1959 1970 1978 rBvV2 719885 1200529 16.54% 2.919%
12 16.142 2215 2222 2235 rBV 2545896 3920478 54.01% 9.533%
13 17.399 2428 2436 2446 rBvV2 997788 1615299 22.25% 3.928%
14 20.002 2873 2879 2893 rBV 5349808 7259290 100.00% 17.651%
15 21.312 3097 3102 3112 rBV2 169687 468711 6.46% 1.140%

16 21.647 3152 3159 3166 rBV 1131864 1855203 25.56% 4.511%
17 21.865 3192 3196 3203 rBV 61243 100964 1.39% 0.245%
18 22.476 3296 3300 3310 rVB 84024 147224 2.03% 0.358%
19 23.175 3413 3419 3427 rVB 105682 204334 2.81% 0.497%
20 23.986 3550 3557 3564 rBV2 101221 213203 2.94% 0.518%

21 24.838 3691 3702 3712 rBV2 678803 1911744 26.34% 4.648%
22 24.938 3713 3719 3729 rVB2 90617 220312 3.03% 0.536%

23 26.077 3906 3913 3924 rVB4 56018 172750 2.38% 0.420%
24 27.441 4139 4145 4156 rVB3 35935 119957 1.65% 0.292%

Sum of corrected areas: 41127260
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71819\
Data File : BG041709.D

Aca On 18 Jul 2019 14:35

Operator : HP/JU

Sample : K3835-44

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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: BG041709.D
5000000

4000000

3000000

2000000 5.61 7.20 758
8.37

1000000
.20 8.05 10.85

Time--> 3.50 4.00 450 500 550 6.00 650 7.00 7.50 8.00 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG041709.D

20.00
5000000

4000000

3000000{ 1329
16.14

2000000

21.65
17.40
1000000 14.66

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: BG041709.D

5000000

4000000

3000000

2000000

1000000 2484

L B8 e %94 26,08 27.44
T T e T T e T T S T e T T

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\BGO71819\
Data File : BG041709.D

Aca On 18 Jul 2019 14:35

Operator : HP/JU

Sample : K3835-44

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 3

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

3.20 24_.75 ng 784097 1,4-Dichlorobenzene-d4 8.05
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 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 16
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 19 (3.198 min): BG041709.D (-14) (-) m/z 73.10 100.00%
3
5000 43
55 87
207 3.20 3.30 3.40 3.50 3.60
et e e 2T Tm/z 43.10  42.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 LA IR U IR IR R
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 55.10 28.60%
'“|'d"ﬂ“"|'"w""|'“'|"'w""|'“'|""w"'
m/z--> 20 80 100 120 140 160 180 200
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73
- 87 3.20 3.30 3.40 3.50 3.60
5000 m/z 87.10 26.33%
29
'}?P"'I"”I'"'I”"I"'W""I”"I"'W""I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73 3.20 3.30 3.40 3.50 3.60
m/z 71.10 12.21%
5000 43
58
29 3(
(i A
m/z--> 20 4'0 60 80 100 120 140 160 180 200 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71819\
Data File : BG041709.D

Aca On 18 Jul 2019 14:35

Operator : HP/JU

Sample : K3835-44

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 unknown7.58 Concentration Rank 1

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

7.58 103.95 ng 3293700 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 Amphetaminil 250 C17H18N2 017590-01-1 12

Abundance Scan 765 (7.582 min): BG041709.D (-757) (-) m/z 132.00 100.00%
5000 68
0 g5 gll s o Pas 75 740 750 1B 800
....,...:l'!..:,.'.'..,....,....,....,....,.':..,....,....,".~..,.. m/z 68.05 43.00%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I S UL L
7.20 7.40 7.60 7.80 8.00
78 m/z 134.00 33.80%
31 38 44
IIIII|"'I!'I'!"I”"'I"'!I'"'I""I""IIIII TTTTTTTTTT IIIIIII
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
720 7.40 7.60 7.80 8.00
5000 m/z 66.05 28.83%
33 44 o g7 105
78
"”I'L"I""?%'”iq"'l'"ll'ﬁql"'kl'J”' }}ﬁl""l""l'
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal e
132 7.20 7.40 7.60 7.80 8.00
m/z 69.05 16.43%
5000 67
41 97
‘ 53 2 117
aa || | el P e | 10310 | 120 |
m/z--> 30 4'0 5 60 70 8|0 9'0 100 110 12'0 130 140 720 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71819\
Data File : BG041709.D

Aca On 18 Jul 2019 14:35

Operator : HP/JU

Sample : K3835-44

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 17-Pentatriacontene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.31 5.05 ng 468711 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 Carbonic acid. isobutvl octadecv... 370 C23H4603 1000314-61-5 91
3 Docosvl heptafluorobutvrate 522 C26H45F702 1000351-83-1 91
4 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 90
5 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 86
Abundance Scan 3102 (21.312 min): BG041709.D (-3097) (-) m/z 57.10 100.00%
57
0 2100 2120 21140 2160
140 207 : . : :
- ,....,1.1.1,498..,-...2.47‘.??2.,..?f‘?....,....,....,.. m/z 43.10 84.54%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #234187: 17-Pentatriacontene
43
5000 83 U A DAL AR
mmmmmmmm
111 m/z 55.10 69.49Y%
j 1 139167 196224 267292 321 462 490
m/z--> 56 160 1éo 200 250 300 350 460 4%0 560
Abundance #197139: Carbonic acid, isobutyl octadecy! ester
57
21.00 21.20 21140 21.60
5000 m/z 83.10 51.92%
83
29 111
.IN \MN 111939168196224253
m/z--> 56 160 1éo 260 2éo 360 3%0 460 4%0 560
Abundance #237282: Docosy! heptafluorobutyrate
57 21.00 21.20 21.40 21.60
97 m/z 97.05 49 .01%
5000
125
2 l}lxl§9195224250280308 353 504
m/z--> 56 160 1éo 200 250 360 3%0 460 4%0 560 2100 2120 2140 21%0
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71819\
Data File : BG041709.D

Aca On 18 Jul 2019 14:35

Operator : HP/JU

Sample : K3835-44

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.18 2.20 ng 204334 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Pentacosane 352 C25H52 000629-99-2 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tetratetracontane 619 C44H90 007098-22-8 90
Abundance Scan 3420 (23.181 min): BG041709.D (-3413) (-) m/z 57.10 100.00%
57 h
5000 85
[rrrT T
113 22.80 23.00 23.20 23.40
141 281
SN N 109 208 252 AT 386 "m/z 43.10 61.87%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
5000 AU DR
85 22. 80 23. 00 23 20 23.40
29 m/z 71.10 60.36%
| l g J1}3‘141 169 197 225 253 282
m/z--> 55 100 1%0 260 2%0 300 3%0 '
Abundance #209565: Octacosane
57
22.80 23.00 23.20 23.40
5000 85 m/z 85.05 43 .85%
29 113 141
LI, ﬂ 169 197 225 253 281 309 337 365 394
m/z--> 55 100 150 260 250 360 3%0 '
Abundance #185533: Pentacosane T T T T T e
57 22.80 23.00 23.20 23.40
m/z 55.10 23.11%
o I kfn»mv«wmkmv/\WWJ*MWAMwMAN
113
29 | | wi ﬂ L 169150211 239 267 295 323 352
m/z--> 50 1m 1m 2m 250 3& 3% ' nmmmmmmm '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71819\
Data File : BG041709.D

Aca On 18 Jul 2019 14:35

Operator : HP/JU

Sample : K3835-44

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 Tricosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

23.99 2.23 ng 213203 Perylene-d12 24 .84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 95
2 Eilcosane 282 C20H42 000112-95-8 95
3 Heptacosane 380 C27H56 000593-49-7 91
4 Hexatriacontane 507 C36H74 000630-06-8 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 3558 (23.992 min): BG041709.D (-3550) (-) m/z 57.10 100.00%

57
5000 85

23.60 23.80 24.00 24.20 24.40
3 141 183 211 265
AL “ 'l i oL A 23025 295 38 "m/z 43.10 57.34%

m/z--> 50 100 150 200 250 300 350
Abundance #164579: Tricosane

%

5000 85 R EEEEEEEEEm
23 60 23. 80 24. OO 24 20 24. 40

m/z 71.05 57.13%

UL T 1 100 107 225 253 o !
e | e
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
R e e e e R
23.60 23.80 24.00 24.20 24.40
5000 a5 m/z 85.10 46.77%
29
[Ll L) 218 141 160 197 225 253 282
L E e e e e T I A B e e e o LA L e e s o
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane P S T T T P T
57 23.60 23.80 24.00 24.20 24.40
m/z 55.10 26.58%
5000 85
29 113
141 169 197 205 253 281 309 337 380
...rrn..ﬂ .u..,....,.... T T
m/z--> 50 100 150 200 250 300 350 23 60 23. 80 24. OO 24 20 24. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71819\
Data File : BG041709.D

Aca On 18 Jul 2019 14:35

Operator : HP/JU

Sample : K3835-44

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

24 .94 2.30 ng 220312 Perylene-d12 24 .84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Tetracosane 338 C24H50 000646-31-1 87
5 Eicosane 282 C20H42 000112-95-8 83

Abundance Scan 3719 (24.938 min): BG041709.D (-3713) (-) m/z 57.10 100.00%

5000

.

24.60 24.80 25.00 25.20
m/z 71.10 53.83%

141 183 239 281

341

mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 ’ ’
Abundance #209566: Octacosane
5000 T TTTT TTTT TTTT TTT T

2460 24.80 25.00 25.20
m/z 43.10 53.50%

141 183 225 281 337 394

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
517

-}

24.60 24.80 25.00 25.20
5000 m/z 85.10 38.84Y%

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

III‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIIIII

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202661: Heptacosane e R e  RER s
517 24.60 24.80 25.00 25.20

m/z 55.10 23.42%

-

5000

s

99
26 | 141 183 225 267 309 380

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 24 60 24. 80 25. OO 25 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BGO71819\
Data File : BG041709.D

Acq On 18 Jul 2019 14:35

Operator : HP/JU

Sample - K3835-44

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071519_.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... 3.20 24.8 ng 784097 1 8.05 633690 20.0
unknown7 .58 7.58 104.0 ng 3293700 1 8.05 633690 20.0
17-Pentatriacontene 21.31 5.0 ng 468711 5 21.65 1855200 20.0
Eicosane 23.18 2.2 ng 204334 5 21.65 1855200 20.0
Tricosane 23.99 2.2 ng 213203 6 24.84 1911740 20.0
Octacosane 24 .94 2.3 ng 220312 6 24.84 1911740 20.0
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