LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082819\

Data File : BG042546.D

Aca On : 28 Aug 2019 23:49 Instrument :

Operator : HP/JU (B.‘,'I\!A_(tSS el
- _ lentosampleld :

3?22'6 : K4576-01 RT-1868-4221

ALS Vial : 12 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 3.122 3 6 22 rVB 505555 879462 27.37% 5.536%
2 5.561 413 421 437 rBV 550029 930492 28.95% 5.857%
3 7.165 686 694 710 rBV 567540 1051704 32.73% 6.620%
4 7.535 749 757 767 rBV 593815 1059743 32.98% 6.670%
5 7.999 829 836 844 rBV 118115 198746 6.18% 1.251%

8.322 882 891 903 rBV 479654 850699 26.47% 5.355%
9.168 1027 1035 1047 rBvV 312198 594957 18.51% 3.745%
10.819 1308 1316 1332 rBV 130056 256435 7.98% 1.614%
13.275 1727 1734 1747 rBV 1032921 1679564 52.26% 10.572%
14.110 1870 1876 1889 rBV 46434 88779 2.76% 0.559%

=
QO ~NO®

11 14.656 1962 1969 1984 rBV 254734 414519 12.90% 2.609%
12 16.148 2216 2223 2244 rBV 956929 1638744 50.99% 10.315%
13 17.412 2431 2438 2446 rBV2 359409 575237 17.90% 3.621%
14 20.020 2876 2882 2894 rBV 2285319 3213603 100.00% 20.228%
15 21.325 3099 3104 3119 rBV 148799 306384 9.53% 1.929%

16 21.683 3158 3165 3179 rBvV 450370 802577 24.97% 5.052%

17 21.877 3194 3198 3206 rVB 35238 53537 1.67% 0.337%

18 22.494 3297 3303 3307 rBvV 47918 81186 2.53% 0.511%

19 23.187 3415 3421 3431 rVB2 54126 107082 3.33% 0.674%

20 24.004 3553 3560 3569 rVB3 42997 97632 3.04% 0.615%

21 24.926 3706 3717 3732 rBv2 297390 943841 29.37% 5.941%

22 26.101 3908 3917 3924 rBV4 21506 62164 1.93% 0.391%
Sum of corrected areas: 15887087
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG082819\
Data File : BG042546.D

Aca On : 28 Aug 2019 23:49

Operator : HP/JU

Sample : K4576-01

Misc :

ALS Vial :© 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

2000000

1500000

1000000

500000

12

TIC: BG042546.D

7.16 7.53
5.56 8.32

9.17
8.00 }\ 10.82

o

Time-->

T T T
350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance

2000000

1500000

1000000

500000

TIC: BG042546.D
2002

13.28 16.15

21.68
17.41

14.66
21.32

14.11 i 1 [l1.88  22.49
A

05
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

2000000

1500000

1000000

500000

TIC: BG042546.D

24.93

23.19 24.00 26.10
AN A

0
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\BG082819\
Data File : BG042546.D

Aca On : 28 Aug 2019 23:49

Operator : HP/JU

Sample : K4576-01

Misc :

ALS Vial : 12 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 2

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

3.12 88.50 ng 879462 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 86
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 27
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 6 (3.122 min): BG042546.D (-3) (-) m/z 73.10 100.00%
7B
5000
43 55 87
| 007 320 3.30 340 350
Ol b o A 2L m/z 43.10 31.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 IRSERARSE N AR RS
43 3.20 3.30 3.40 3.50
55 87 m/z 87.10 28.15%
”"lﬂt'ﬂ“"l“ “I”"I”"I”"I”"I”"I”"I”"
m/z--> 20 80 100 120 140 160 180 200
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 HRURESE R U U
3.20 3.30 3.40 3.50
5000 41 55 m/z 55.10 26.52%
“ 99 112 129
m/z--> 20 ' éo 100 120 140 160 180 200
Abundance #1877: Acetamide, N-ethyl- A R A RAmenm
30 3.20 3.30 3.40 3.50
m/z 71.10 11.38%
5000 43 87 /\
15 72
'"w'w"$"??“l'l'”'l"“l"'w""w"'l”"l'“' HRREE R U UL
m/z--> 20 40 60 80 100 120 140 160 180 200 3.20 3.30 3.40 3.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082819\
Data File : BG042546.D

Aca On : 28 Aug 2019 23:49

Operator : HP/JU

Sample : K4576-01

Misc :

ALS Vial : 12 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.

7.53 106.64 ng 1059740 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 16
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
5 1-Isoquinolinemethanol, .alpha.-... 191 C12H17NO 114608-92-3 12

Abundance Scan 756 (7.529 min): BG042546.D (-749) (-) m/z 132.00 100.00%
132
5000
68 ﬁ\
0 g5t e || 75 e 104 15 720 7.40 7.60 7.80
..“”.“”.“.”“.”“.”“.”..”,””,””,M”,””,””ph”,” m/z 134.00 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 N IR A LR
7.20 7.40 7.60 7.80
0
ﬁ138 51 78 m/z 68.10 32.62%
1L,
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
AR S AR AR
7.20 7.40 7.60 7.80
5000 67 m/z 66.10 21.49%
41 97
‘ 53 117
st el (e ) a0 Taa ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole . .  ERmas s EEEEE L
132 720 7.40 7.60 7.80

m/z 69.10 14 _.47%

5000
104
51 66 77
14 27 37 4491 58 | 5,89 97 || 115
A R I RARARES N e

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\BG082819\
Data File : BG042546.D

Aca On : 28 Aug 2019 23:49

Operator : HP/JU

Sample : K4576-01

Misc :

ALS Vial : 12 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 Cycloeicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.32 7.64 ng 306384 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloeicosane 280 C20H40 000296-56-0 98
2 1-Eicosene 280 C20H40 003452-07-1 95
3 1-Octadecene 252 C18H36 000112-88-9 95
4 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 94
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 94
Abundance Scan 3103 (21.319 min): BG042546.D (-3099) (-) m/z 57.10 100.00%
IR VN UL BRI IURRRE
139 168 21.00 21.20 21.40 21.60
—— J‘ l b 200292 281 3% | n7 55.05  91.32%
m/z--> 150 200 250 300 350
Abundance #127768: Cycloeicosane
55
5000 LUV AR AR AR
29 21.00 21.20 21.40 21.60
i m/z 43.10 80.35%
| L | 139 168 196 224 252 280
m/z--> 50 100 150 200 250 300 350
Abundance #127765: 1-Eicosene
21.00 21.20 21.40 21.60 |
5000 m/z 83.05 80.19%
125
280
ﬁg \ J 153 (182 210 252
L \ I i N . Il |
m/z--> 150 200 250 300 350
Abundance #104183: 1-Octadecene B N L B B B
43 21.00 21.20 21.40 21.60
83 m/z 97.10 79.18%
5000
111
‘ | s ' h 1140 168 106 224 252
LI B T T T T 7T T T T 7T T T 7T T T —v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
m/z--> 50 100 150 200 250 300 350 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082819\
Data File : BG042546.D

Aca On : 28 Aug 2019 23:49

Operator : HP/JU

Sample : K4576-01

Misc :

ALS Vial : 12 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 Hentriacontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.49 2.02 ng 81186 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 93
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 3302 (22.488 min): BG042546.D (-3297) (-) m/z 57.10 100.00%
57
5000 85 /\
113 | 22.20 22,40 22.60 22.80
155183 225 281 : : :
e bbb 88, 2R A s Tmsz 71.05 66.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
5000 LR SR BRI UL U
nmnmnmnm
13 m/z 85.10 50.97%
1[ | 141,169 197 225 253 281 309 337 365 437
m/z--> 55 160 1%0 260 2%0 360 3éo 460 !
Abundance #209566: Octacosane
57
| 22.20 22,40 22.60 22.80
5000 g5 m/z 43.10 49 .59%
29
] ] || | M2 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 250 300 3éo 460 !
Abundance #141426: Heneicosane e
57 22.20 22.40 22.60 22.80
m/z 55.10 26.05%
85
- L—/\ANWJ\.‘MMW
29 113
UL L) 77,241 160 107 225 953 296
m/z--> % 1& ﬁo ﬂ)zm %o ﬁ)4& ! nmnmnmnm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082819\
Data File : BG042546.D

Aca On : 28 Aug 2019 23:49

Operator : HP/JU

Sample : K4576-01

Misc :

ALS Vial : 12 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 Heptadecane, 9-octyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.19 2.67 ng 107082 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Eicosane. 2-methvl- 296 C21H44 001560-84-5 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 3421 (23.187 min): BG042546.D (-3415) (-) m/z 57.10 100.00%
57
LIRS IR SRR BN B
141 169 197 22.80 23.00 23.20 23.40 23.60
..:,.J...IL.J.J. et m/z 71.10 56.02%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85 ALLLABLUVARSRA AN
22:80 23.00 23.20 23.40 23.60
m/z 85.10 49.48%
113
I O oL I G-V S
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
22.80 23.00 23,20 23.40 23.60
5000 85 m/z 43.10 48.53%
113 141
20| | || 717,141 169 197 225 253 281 300 337 365 393 422
m/z--> 50 100 1éo 200 250 300 350 400 '
Abundance #223851: Hentriacontane AN REE S e
57 22.80 23.00 23.20 23.40 23.60
m/z 55.10 24 _30%
h mMrMMMMAmwwvdf\WVAfWVhMﬂWVV«
85
113
29| | | | 777,141 169 197 225 253 280 309 351 379 407 436
m/z--> 50 100 150 200 250 300 350 400 ' 22:80 23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082819\
Data File : BG042546.D

Aca On : 28 Aug 2019 23:49

Operator : HP/JU

Sample : K4576-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.M
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 7 Tetratetracontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

24 .00 2.07 ng 97632 Perylene-d12 24 .92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Hentriacontane 437 C31H64 000630-04-6 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Nonacosane 408 C29H60 000630-03-5 90
5 Pentacosane 352 C25H52 000629-99-2 87

Abundance Scan 3559 (23.998 min): BG042546.D (-3553) (-) m/z 57.10 100.00%

5000

23.60 23.80 24.00 24.20 24.40
m/z 71.05 60.36%

197 253 355

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
5000 LA L L L L L L L L L

23. 60 23 80 24. OO 24. 20 24 40
m/z 43.10 56.19%

141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223852: Hentriacontane
517

X

23.60 23.80 24.00 24.20 24.40
5000 m/z 85.05 46 .40%

99
Jﬂi 141 183 225 267 309 351 437

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194494: Hexacosane e S
517 23.60 23.80 24.00 24.20 24.40
m/z 41.10 22 .94%

5

5000

5

99
26| | |1 ]| 142 183 225 267 309 366

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 23. 60 23 80 24. OO 24. 20 24 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG082819\
Data File : BG042546.D

Acq On : 28 Aug 2019 23:49

Operator : HP/JU

Sample - K4576-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 3.12 88.5 ng 879462 1 8.00 198746 20.0
unknown7 .53 7.53 106.6 ng 1059740 1 8.00 198746 20.0
Cycloeicosane 21.32 7.6 ng 306384 5 21.68 802577 20.0
Hentriacontane 22 .49 2.0 ng 81186 5 21.68 802577 20.0
Heptadecane, 9-oc... 23.19 2.7 ng 107082 5 21.68 802577 20.0
Tetratetracontane 24._00 2.1 ng 97632 6 24.92 943841 20.0
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