LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041919\

Data File : BG040571.D

Acq On : 19 Apr 2019 21:02 Instrument :
Operator : JU/SJ BNA_G

Sample - K2479-04 ClientSampleld :
Misc : TP-TRACK-78-79
ALS Vial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_G\METHODS\8270-BG032719_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 height area % max. total
1 3.170 11 14 23 rvB 68117 112656 2.46% 0.605%
2 5.126 341 347 354 rBY 40795 63826 1.39% 0.343%
3 5.591 419 426 438 rBVY 351000 591571 12.91% 3.177%
4 7.189 690 698 710 rBvV 224001 402806 8.79% 2.163%
5 7.559 752 761 773 rBVY 602238 1053462 22.99% 5.657%
6 8.029 835 841 850 rBvVY 207867 353551 7.72% 1.899%
7 8.352 888 896 908 rBvY 787923 1377789 30.07% 7.399%
8 9.204 1033 1041 1053 rBVY 865539 1564571 34.15% 8.402%
9 10.843 1312 1320 1337 rBV 254039 475987 10.39% 2.556%
10 13.282 1726 1735 1749 rBV 1585463 2639810 57.62% 14.177%
11 14.110 1872 1876 1884 rBV 53359 87581 1.91% 0.470%

12 14.662 1964 1970 1978 rBV2 419164 706208 15.41% 3.793%
13 16.155 2217 2224 2237 rBV 854406 1364296 29.78% 7.327%
14 17.412 2431 2438 2449 rBV2 536656 859834 18.77% 4.618%
15 20.015 2873 2881 2891 rBV 3322176 4581410 100.00% 24.604%

16 21.683 3159 3165 3173 rVB2 560483 948181 20.70% 5.092%
17 22.436 3288 3293 3300 rVB 43423 71718 1.57% 0.385%
18 23.129 3405 3411 3420 rVB2 58663 114990 2.51% 0.618%
19 23.940 3542 3549 3555 rBV2 52130 109349 2.39% 0.587%

20 24.891 3703 3711 3714 rBV3 39622 94540 2.06% 0.508%

21 24.962 3714 3723 3737 rVB 331056 959710 20.95% 5.154%

22 26.025 3896 3904 3911 rBV5 30384 87073 1.90% 0.468%
Sum of corrected areas: 18620919
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG041919\
Data File : BG040571.D

Acq On 19 Apr 2019 21:02

Operator : JU/SJ

Sample : K2479-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BG040571.D

3000000
2500000
2000000
1500000

1000000
8.35 9.20
7.56

500000 5.59
7.19 8.03 10.84

17 513

e T e SuCR  RUNSESMESRMESMFSURESIS | SUNSN L SURSE | RIS S SRBRSRRS. | SN SMRE SE————————

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG040571.D

20,01
3000000

2500000

2000000

13.28
1500000

1000000 16.15

17.41 2168
500000 14.66

0 14.11 L 22.44

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: BG040571.D

3000000
2500000
2000000
1500000
1000000

500000 24.96
2313 23.94 2&&9 26.03

R e e

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\HPCHEM1\BNA_G\DATA\BG041919\
Data File : BG040571.D

Acq On 19 Apr 2019 21:02

Operator : JU/SJ

Sample : K2479-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.17 6.37 ng 112656 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 64
3 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 9
4 1,3-Dioxolane, 2-heptyl- 172 C10H2002 004359-57-3 9
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 9

Abundance Scan 14 (3.170 min): BG040571.D (-11) (-) m/z 73.00 100.00%
7B h
43
5000
55 87
3.20 3.30 3.40 3.50 3.60
Ol S0 Ll e Tm/z 43.00 52.33%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 HUNS DR U SRR UL U
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 87.00 29.72%
o ‘23 35 ||| 50 ‘ 67 ||, 80
miz--> 10 20 30 4'0 50 60 70 80 90 100
Abundance
73
P R 87 1320 3.30 3.40 350 3.60
5000 m/z 55.00 27 .41%
29
15 67 97
e S S L S S L S SIS S UL
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #855: 1-Propanol, 2-methyl-
43 3.20 3.30 3.40 3.50 3.60
33 m/z 45.00 12 _.86%
5000
27
59 74
0"|'“'|'”'M'“'H'“'|'”“|'”'|'”'|'”'|'“'|'”
m/z--> 10 20 30 40 50 60 70 80 90 100 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG041919\
Data File : BG040571.D

Acq On 19 Apr 2019 21:02

Operator : JU/SJ

Sample : K2479-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.13 3.61 ng 63826 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 3-[2-Ethoxycarbonyl-2-methyl)pro... 290 C14H2604S 021153-32-2 25
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 348 (5.132 min): BG040571.D (-341) (-) m/z 43.00 100.00%
43
59
5000
101 IBESARRERRRAE SRRRE AR
| 83 4.80 5.00 520 5.40
O e ey m/z 59.00 65.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L LR UL L
59 480 500 520 540
m/z 101.00 21.61%
15 101
O'HMWMWH'L“'EEHV'“V“'v“w'HWH'WH“l““"HVH'V“W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
480 500 520 540
5000 59 m/z 57.95 18.59%
101
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #135872: 3-[2-Ethoxycarbonyl-2-methyl)propylthio]-2,2-dime...
59 4.80 5.00 520 5.40
m/z 41.00 8.87%
5000
101 175
41 143 216 290
0 il i\ | 8\ “ 117 T 160\ 198 245 |
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG041919\
Data File : BG040571.D

Acq On 19 Apr 2019 21:02

Operator : JU/SJ

Sample : K2479-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.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 3 unknown7.56 Concentration Rank 2

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

7.56 59.59 ng 1053460 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
2 N-(-3,4-Methylenedioxyphenylisop... 267 C17H17N0O2 1000378-96-6 10
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 761 (7.559 min): BG040571.D (-752) (-) m/z 132.00 100.00%
132
5000 68 /\
40 54 %6 720 7.40 7.60 7.80
0 i m/z 68.00 42_41%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 I L L I I
7.20 7.40 7.60 7.80
33 105 m/z 134.00 33.36%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
132
720 7.40 7.60 7.80
5000 m/z 66.00 28.45%
105
51 77
o, 38 " 65 90 | 118 | 147 165 190 224 267
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #52379: Tranylcypromine-propionyl A e
57 132 720 7.0 7.60 7.80

m/z 69.00 16.72%

74
116
5000 98 f\‘
. Lol b s e /\

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG041919\
Data File : BG040571.D

Acq On 19 Apr 2019 21:02

Operator : JU/SJ

Sample : K2479-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.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 5 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

23.13 2.43 ng 114990 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Tetratetracontane 619 C44H90 007098-22-8 86
3 Tetracosane 338 C24H50 000646-31-1 86
4 Hentriacontane 437 C31H64 000630-04-6 86
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 80

Abundance Scan 3411 (23.129 min): BG040571.D (-3405) (-) m/z 57.00 100.00%

57
5000

99 LU I N B I B N B B N B O B B B B
J 41 183515 249 341 415 22.80 23.00 23.20 23.40
o bbb doh 005200 sl a5 T 3.000 67,100
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane
57
5000 LA L L L L L L LB LB |
22.80 23.00 23.20 23.40
99 m/z 71.00 59.17%
o2l e s 26
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
I A REERE LSS S SN
22.80 23.00 23.20 23.40
5000 m/z 85.05 44 .22%

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

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #175557: Tetracosane
57 22.80 23.00 23.20 23.40
m/z 55.00 28.67%
5000

99
26 ] | 141 183 225 267 338

M e

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 22. 80 23. 00 23. 20 23. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG041919\
Data File : BG040571.D

Acq On 19 Apr 2019 21:02

Operator : JU/SJ

Sample : K2479-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.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 6 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.94 2.28 ng 109349 Perylene-di12 24 .96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Tetracosane 338 C24H50 000646-31-1 87
4 Heptadecane 240 C17H36 000629-78-7 87
5 Eicosane 282 C20H42 000112-95-8 87
Abundance Scan 3549 (23.940 min): BG040571.D (-3542) (-) m/z 57.00 100.00%
57
5000 a5
113 360 23.80 24.00 2490
141 183 207 281 23.60 23.80 24.00 24.20
o3 ,I.‘!'.l.ll bl mig 1,230 2L %S 401 sz 71.05  62.08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85
23.60 23.80 24.00 24.20
m/z 43.00 58.57%
. %Qk j | | (M3 141 160 197 205 253 205 323 367
m/z--> éo 160 1éo 260 2%0 360 3%0 460
Abundance
57
23.60 23.80 24.00 24.20
5000 a5 m/z 85.05 39.84Y%
29
o 113 141 169 197 225 253 281 309 337 365 394
m/z--> éo 160 1éo 260 2%0 360 3%0 460
Abundance #175557: Tetracosane
57 23.60 23.80 24.00 24.20
m/z 55.00 22.54Y%
5000 85
29
oL ‘ ‘ | | /M8 141 169 197 205 253 281 309 338
m/z--> éo 160 1éo 260 250 300 3%0 460 23%0 23%0 2£oo 2450 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG041919\
Data File : BG040571.D

Acq On 19 Apr 2019 21:02

Operator : JU/SJ

Sample : K2479-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.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... 3.17 6.4 ng 112656 1 8.03 353551 20.0
2-Pentanone, 4-hy... 5.13 3.6 ng 63826 1 8.03 353551 20.0
unknown7 .56 7.56 59.6 ng 1053460 1 8.03 353551 20.0
Heneicosane 23.13 2.4 ng 114990 5 21.68 948181 20.0
Hexacosane 23.94 2.3 ng 109349 6 24.96 959710 20.0
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