LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG083019\
Data File : BG042621.D

Aca On : 31 Aug 2019 4:19

Operator : HP/JU

Sample : K4591-03

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\HPCHEM1I\BNA G\METHODS\8270-BG082219 .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 3.117 3 5 16 rVB 150267 182440 6.40% 1.335%
2 5.556 413 420 431 rBV 504424 836992 29.36% 6.123%
3 7.166 685 694 711 rBV 526974 975799 34.23% 7.138%
4 7.530 748 756 771 rBV 573887 981411 34.42% 7.179%
5 7.994 826 835 844 rBV 103420 172908 6.06% 1.265%

8.323 882 891 902 rBV 463129 783536 27.48% 5.732%
9.163 1026 1034 1057 rBV 304226 569894 19.99% 4.169%
10.820 1308 1316 1325 rBV 120337 232437 8.15% 1.700%
1080195 1720536 60.35% 12.586%
14.105 1868 1875 1888 rBV 72931 122413 4._.29% 0.895%
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11 14.657 1962 1969 1982 rBV2 239184 385328 13.52% 2.819%
12 16.149 2216 2223 2248 rBV 915776 1466592 51.44% 10.728%
13 17.407 2429 2437 2449 rBV 313227 498381 17.48% 3.646%
14 18.300 2585 2589 2598 rBV2 24386 44635 1.57% 0.327%
15 20.021 2876 2882 2893 rBV 2208026 2850949 100.00% 20.855%

16 21.320 3098 3103 3115 rBV 89901 163175 5.72% 1.194%
17 21.684 3158 3165 3176 rBV 362621 608394 21.34% 4._.450%

18 21.872 3192 3197 3204 rBvV 26922 39110 1.37% 0.286%

19 22.483 3295 3301 3307 rBv2 31017 62701 2.20% 0.459%

20 23.182 3412 3420 3426 rVB 41998 87931 3.08% 0.643%

21 23.993 3552 3558 3565 rBV2 36658 81684 2.87% 0.598%

22 24.921 3704 3716 3736 rBv2 235112 746067 26.17% 5.458%

23 26.085 3906 3914 3923 rBV6 19076 56940 2.00% 0.417%
Sum of corrected areas: 13670253
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO083019\
Data File : BG042621.D

Aca On : 31 Aug 2019 4:19

Operator : HP/JU

Sample . K4591-03

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219.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: BG042621.D
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Time--> 3.50 4.00 450 500 550 600 650 7.00 750 8.00 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG042621.D
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Abundance TIC: BG042621.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO083019\
Data File : BG042621.D

Aca On : 31 Aug 2019 4:19

Operator : HP/JU

Sample : K4591-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.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.

3.12 21.10 ng 182440 1,4-Dichlorobenzene-d4 7.99
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 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
4 N-EthvIlformamide 73 C3H7NO 000627-45-2 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 5 (3.117 min): BG042621.D (-3) (-) m/z 73.10 100.00%
7B

5000

]

43 55 87

3.20 3.30 3.40 3.50
SNt N S S S ——— 5 ¥ 20 o BT WY 1]
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130

Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 LI LA L L L L LN I
43 3.20 3.30 3.40 3.50
% 87 m/z 43.10 28.82%
29
R B o I A B o b e e S R e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 R R A LN LAAAEE
3.20 3.30 3.40 3.50
5000 41 55 m/z 55.10 25.23%
29 ‘
Ll esll so | 97 112 199
T T R e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1881: Acetamide, N-ethyl- R RREEEEEE Lo
30 3.20 3.30 3.40 3.50
87 m/z 71.10 11.44%
43
5000
72
1? | 59
T e e e e e e e R REREEEEEEE R
m/z--> 10 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\HPCHEMI1\BNA G\DATA\BGO083019\
Data File : BG042621.D

Aca On : 31 Aug 2019 4:19

Operator : HP/JU

Sample : K4591-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.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 unknown7.53 Concentration Rank 1

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

7.53 113.52 ng 981411 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 5-Aminoindole 132 C8H8N2 005192-03-0 27
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 756 (7.530 min): BG042621.D (-748) (-) m/z 132.00 100.00%
32
5000
68
6 T T T T T T T T
40 54 75 104 ‘ 7.20 7.40 7.60 7.80
e e bl e 8T L 115l Tm/z 68.10  33.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AN AR RS A
7.20 7.40 7.60 7.80
0
314 5 78 m/z 134.00 32.70%
'w'“'w'“J“Jh'L'w'“l”'h'“'v'“l”'w'“'w'“l“”l"'w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132
AR L U LR
7.20 7.40 7.60 7.80
5000 m/z 66.10 22 .26%
104
66
14 27 37445158 0 T g9 g7 | 115
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal e REEEE RS e
132 7.20 7.40 7.60 7.80
m/z 69.10 13.50%
5000 6
41 97
‘ 53 " 117
..“...,”..,?ﬂahﬂ..4MM.?ﬁhhﬂp.ﬂUp”.g?.h.,}Pﬁl..jq%??.ﬂt..“.. A A L R LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO083019\
Data File : BG042621.D

Aca On : 31 Aug 2019 4:19

Operator : HP/JU

Sample : K4591-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.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 Tricosyl trifluoroacetate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.32 5.36 ng 163175 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosvl trifluoroacetate 436 C25H47F302 1000351-75-1 95
2 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 95
3 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 95
4 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 95
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 95
Abundance Scan 3103 (21.320 min): BG042621.D (-3098) (-) m/z 57.10 100.00%
57
USSR BN DU SRR
139 21.00 21.20 21.40 21.60
183207
e \ “ . m/z 43.05 83.04%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #223732: Tricosy! trifluoroacetate L/—‘J\‘y\‘
57
5000 A SRR AR
21.00 21.20 21.40 21.60
125 m/z 55.10 73.31%
i l 1153 181 210 238 264 294 322 367 418
m/z--> 55 160 150 250 300 350 400 450
Abundance #212865: Pentafluoropropionic acid, heptadecy! ester
57
o7 21.00 21.20 21.40 21.60
5000 m/z 83.10 72.12%
29 125
Ldadl JL 154 182 210 238 283 384
m/z--> 5 100 150 200 2%0 300 350 400 450
Abundance #231356: Docosy! pentafluoropropionate
57 21.00 21.20 21.40 21.60
m/z 69.05 66.12%
97
5000
125
%9‘ i “] 153 181 224250 280 308 353 454
m/z--> 50 100 1%0 200 250 360 350 400 450 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO083019\
Data File : BG042621.D

Aca On : 31 Aug 2019 4:19

Operator : HP/JU

Sample : K4591-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.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 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

22.48 2.06 ng 62701 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Triacontane 422 C30H62 000638-68-6 87
5 Docosane 310 C22H46 000629-97-0 87

Abundance Scan 3300 (22.477 min): BG042621.D (-3295) (-) m/z 57.05 100.00%

57
5000

j [ élll 207 283 327 22. 20 22. 40 22. 60 22. 80
T I T

S N U Y Y A R — m/z 43.10 68.43%

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane

5000 R REEmEnmm e e
22. 20 22. 40 22. 60 22. 80

m/z 71.10 66 .29%

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

22.20 22.40 22.60 22.80
5000 m/z 85.10 61.95%

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

III‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIIIII

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #175557: Tetracosane

57 22.20 22.40 22.60 22.80
m/z 55.05 29.42%

5000

99
26 ] |, 4 183 225 267 338

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 22. 20 22. 40 22. 60 22. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO083019\
Data File : BG042621.D

Aca On : 31 Aug 2019 4:19

Operator : HP/JU

Sample : K4591-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.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 5

R.T. EstConc Area Relative to ISTD R.T.
23.18 2.89 ng 87931 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Pentacosane 352 C25H52 000629-99-2 90
3 10-MethvlInonadecane 282 C20H42 056862-62-5 87
4 Hentriacontane 437 C31H64 000630-04-6 87
5 Heneicosane 296 C21H44 000629-94-7 87

Abundance Scan 3420 (23.182 min): BG042621.D (-3412) (-) m/z 57.05 100.00%
57
R RSt el
113 155 183 2z 267 22.80 23.00 23.20 23.40
I 5 29 ot 3 wm/z 71.10 60.79%
m/z--> 50 100 150 200 250 300 350
Abundance #175558: Tetracosane
57
85
5000 AU UV AR
nmmmmmmm
13 m/z 43.05 55.02%
3 i ]‘]j | (14 169 197 225 253 281 309 338
m/z--> 55 160 150 200 250 300 350
Abundance #185533: Pentacosane
57
22.80 23.00 23.20 23.40
5000 85 m/z 85.10 45 _.86%
113
20 [ Ll Mt 180 194211 230 267 295 323 352
m/z--> 55 160 150 200 250 300 3%0
Abundance #129494: 10-Methylnonadecane
57 22.80 23.00 23.20 23.40
m/z 55.10 22 .92%
85
5000
154
29
113
IM‘I\I‘ }u'luulull IHI\LII ‘:::: ——r— |26|7|| ——r— : R B e S
m/z--> 50 100 150 200 250 300 350 22.80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO083019\
Data File : BG042621.D

Aca On : 31 Aug 2019 4:19

Operator : HP/JU

Sample : K4591-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.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 Triacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.99 2.19 ng 81684 Perylene-d12 24 .92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Pentacosane 352 C25H52 000629-99-2 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 3557 (23.987 min): BG042621.D (-3552) (-) m/z 57.10 100.00%
g7
85
5000
13 m 23.60 23.80 24.00 24.20 24.40
183 221 282 : : : : :
. .J.~.‘.1|, L ra 298, 220, 282 ss  n/z 71.10 66,560
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
5000 85
23.60 23.80 24.00 24.20 24.40
m/z 43.10 58.75%
113 141
29) { | 4 J | 777,169 197 225 253 281 309 337 365 393 422
m/z--> §o 160 1éo 260 250 360 3éo 460 !
Abundance #223851: Hentriacontane
57
23.60 23.80 24.00 24.20 24.40
5000 m/z 85.10 56.57%
85
29 113 4
‘ Ly 169 197 225 253 280 309 351 379 407 436
m/z--> §o 160 1éo 260 250 360 3%0 460 !
Abundance #209566: Octacosane
57 23.60 23.80 24.00 24.20 24.40
m/z 55.10 24 .80%
5000 85

29
| || (M2 141 169 197 225 253 281 309 337 365 394

m/z--> 50 100 150 200 250 300 350 400 23 60 23. 80 24. 00 24 20 24. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG083019\
Data File : BG042621.D

Acq On : 31 Aug 2019 4:19

Operator : HP/JU

Sample - K4591-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082219_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 182440 1 7.99 172908 20.0
unknown7 .53 7.53 113.5 ng 981411 1 7.99 172908 20.0
Tricosyl trifluor... 21.32 5.4 ng 163175 5 21.68 608394 20.0
Octacosane 22.48 2.1 ng 62701 5 21.68 608394 20.0
Tetracosane 23.18 2.9 ng 87931 5 21.68 608394 20.0
Triacontane 23.99 2.2 ng 81684 6 24.92 746067 20.0
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