LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG050219\

Data File : BG040711.D

Aca On 2 May 2019 17:44 Instrument :
Operator : JU/SJ BNA_G

Sample - K2653-01 ClientSampleld :
Misc - MR-SUMP-PIT
ALS Vial : 6 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-BG042319.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 3.158 6 12 21 rBv 333957 579249 10.86% 2.634%
2 3.234 21 25 32 rvB 109234 162469 3.05% 0.739%
3 5.678 433 441 453 rVB 526443 839212 15.73% 3.816%
4 7.282 704 714 725 rBV 364023 619030 11.60% 2.815%
5 7.670 773 780 787 rBV 914507 1521245 28.51% 6.917%

8.146 852 861 870 rBV 169184 282184 5.29% 1.283%
8.469 908 916 924 rBV 731203 1265951 23.73% 5.757%
9.321 1053 1061 1071 rBV 721945 1302962 24.42% 5.925%
1335 1342 1349 rVB 223720 390067 7.31% 1.774%
13.399 1748 1755 1767 rBV 1870953 2897931 54.32% 13.178%

=
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11 14.774 1982 1989 1997 rVB2 376994 610169 11.44% 2.775%
12 16.260 2234 2242 2255 rBV 1711499 2669243 50.03% 12.138%
13 17.517 2450 2456 2465 rBV 565315 848506 15.90% 3.858%
14 18.369 2596 2601 2608 rBV 102538 154704 2.90% 0.703%
15 19.633 2810 2816 2823 rBV3 57698 97353 1.82% 0.443%

16 20.114 2889 2898 2906 rBV 4193258 5334906 100.00% 24.259%
17 21.407 3112 3118 3126 rBV2 80510 141956 2.66% 0.646%
18 21.801 3178 3185 3195 rBV2 566756 971112 18.20% 4.416%
19 22.594 3314 3320 3325 rBV3 30708 60367 1.13% 0.275%
20 23.311 3436 3442 3450 rVB3 46386 89554 1.68% 0.407%

21 24.151 3579 3585 3593 rVB3 47444 109355 2.05% 0.497%
22 25.156 3746 3756 3769 rBV2 320634 978054 18.33% 4._447%
23 26.331 3948 3956 3958 rBV7 29892 65786 1.23% 0.299%

Sum of corrected areas: 21991365
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG050219\

Data File : BG040711.D

Aca On 2 May 2019 17:44

Operator : JU/SJ

ﬁ?ggle i K2653-01 MR-SUMP-PIT
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319 .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: BG040711.D
4000000

3000000

2000000

1000000 7.67

3.16 568 7.28
; 23 i 8.15 10.97
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Time--> 350 4.00 450 500 550 6.00 6.50 7.00 7.50 8.00 850 900 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG040711.D

4000000

8.47 9.32

20.11

3000000

2000000 .
13.40 16.26

1000000
17.52 21.80
14.77

18.37 19.63 L 21.41 22.59
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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: BG040711.D
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3000000

2000000

1000000

25.16
2331 2415 i 26.33

O e AR R o L  REEAS EARAs L L AR

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\BG050219\

Data File : BG040711.D

Aca On : 2 May 2019 17:44

Operator : JU/SJ

Sample : K2653-01 e
Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.23 11.52 ng 162469 1,4-Dichlorobenzene-d4 8.15
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 56
3 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
5 3-Hexanol, 2,4-dimethyl- 130 C8H180 013432-25-2 9

Abundance Scan 24 (3.228 min): BG040711.D (-21) (-) m/z 73.05 100.00%
73.0

ﬁ

5000
‘ ‘ 3.20 3.30 3.40 3.50 3.60
dplto81seo eS|  m/z 43.05  45.04%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 L L B I I RN B

3.20 3.30 3.40 3.50 3.60
m/z 86.95 29 .54%

29.
IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
3.20 3.30 3.40 3.50 3.60
5000 m/z 55.00 29.09%
29.
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #734: N-Ethylformamide
30.0 3.20 3.30 3.40 3.50 3.60
73.0 m/z 41.05 13.52%
5000 //\/\\
I‘JI IIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 0 50 100 150 200 250 300 350 400 450 500 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\BG050219\

Data File : BG040711.D

Aca On : 2 May 2019 17:44

Operator : JU/SJ

Sample : K2653-01 e
Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 3 unknown7.67 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.67 107.82 ng 1521250 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 14
Abundance Scan 780 (7.670 min): BG040711.D (-773) (-) m/z 132.00 100.00%
130.0
68.0
5000
%0 ® TR Tho 7o 86
: e B m/z 68.00 53.53%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14503: 1H-Benzimidazole, 2-methyl-
130.0
5000 R N L IR

7.40 7.60 7.80 8.00
m/z 66.00 35.87%

15.0 39.0 63.0 78.0 104.0

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
L
74.0 7.40 7.60 7.80 8.00
5000 980 1160 m/z 134.00 32.12%
S OV VRN Y ..
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine R N maa
132.0 7.40 7.60 7.80 8.00
69.0 m/z 69.05 21.95%
104.0
5000
31.0 510
m/z--> 20 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG050219\

Data File : BG040711.D

Aca On : 2 May 2019 17:44

Operator : JU/SJ

Sample : K2653-01 e
Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library :
TIC Integration Parameters:

C:\Database\NIST11.L
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 n-Hexadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.37 3.65 ng 154704 Phenanthrene-d10 17.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Decanoic acid 172 C10H2002 000334-48-5 95
3 Heptadecanoic acid 270 C17H3402 000506-12-7 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 Tridecanoic acid 214 C13H2602 000638-53-9 80

Abundance Scan 2601 (18.369 min): BG040711.D (-2596) (-) m/z 72.95 100.00%
43.0 , 730 q
5000 129.0
18.00 18.20 18.40 18.60
m/z 43.00 96.99%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 USSR DA AR
83.0 1800 1820 1840 18.60
‘J‘“ 1570 1ge 2130 2560 m/z 60.00 91.94%
A
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39474: n-Decanoic acid
73.0
129.0 18.00 18.20 18.40 18.60
5000 m/z 55.10 79.16%
43.0
pOe | 1720
mz> 30 4 60 B0 100 130 140 160 180 200 230 240 280 280
Abundance #119368: Heptadecanoic acid
430 730 18.00 18.20 18.40 18.60
m/z 57.10 71.37%
270.0
5000
m/iz-> 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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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound R

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG050219\
BG0O40711.D
2 May 2019 17:44
Ju/sJ
K2653-01

6 Sample Multiplier: 1

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L
LSCINT.P

eport

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.M

MR-SUMP-PIT

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 Pentadecanoic acid Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
19.63 2.29 ng 97353 Phenanthrene-d10 17.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 93
2 Octadecanoic acid 284 C18H3602 000057-11-4 89
3 Dodecanoic acid 200 C12H2402 000143-07-7 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 59
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58

Abundance Scan 2816 (19.633 min): BG040711.D (-2810) (-) m/z 43.10 100.00%
431 73.0
5000 129.0
185.1 24t
g | s, | e | sugo| | 194 1060 0 20
s e S | m/z 72.95 96.70%
m/z--> 50 100 150 200 250 300 350
Abundance #95851: Pentadecanoic acid
43.0 ,73.0
5000 129.0 LR UL I I B
19.40 19 60 19.80 20.00
199.0 m/z 60.00 90.86%
1570 242.0 g
"'ll..l.l.l.'...l' .
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
43.0,,73.0
19.40 19.60 19.80 20.00
5000 129.0 m/z 57.05 75.97%
H ‘ 1850 2410 seao
Ty ‘ L asto | a0 |
m/z--> 50 100 150 200 250 300 350
Abundance #61121: Dodecanoic acid
73.0 19.40 19.60 19.80 20.00
m/z 55.00 67.79%
43.0
5000
0570 200.0
NI
]:S-IO‘I‘IJI‘\”h‘i m .\..l....l.... ———
m/z--> 50 50 200 250 300 350 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG050219\

Data File : BG040711.D

Aca On : 2 May 2019 17:44

Operator : JU/SJ

Sample : K2653-01 e
Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 Cyclohexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.41 2.92 ng 141956 Chrysene-di12 21.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 95
2 1l-Heneicosanol 312 C21H440 015594-90-8 91
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 90
Abundance Scan 3119 (21.413 min): BG040711.D (-3112) (-) m/z 43.00 100.00%
43.0
83.0
5000
21,00 21.20 21.40 21.60 21.80
s m/z 55.10 94 .55%
m/z--> 50 100 150 200 250 300 350
Abundance #81246: Cyclohexadecane
53.0 83.0
5000
111.0 21.00 21.20 21.40 21.60 21.80
7o m/z 57.00 86.68%
| |y [%30167.0196.02230
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
553.0 83.0
21.00 21.20 21.40 21.60 21.80
5000 111.0 m/z 83.05 73.33%
270| | { I ]| 39016701060 238.0266.0294.0
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
55.0 83.0 21.00 21.20 21.40 21.60 21.80
m/z 68.95 68.51%
5000 111.0
270, {{ | h ‘LJP3?04670196022402520280030&0
m/z--> 50 100 150 200 250 300 350 21.00 21.20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG050219\

Data File : BG040711.D

Aca On : 2 May 2019 17:44

Operator : JU/SJ

Sample : K2653-01 e
Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 8 10-Methylnonadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
24 .15 2.24 ng 109355 Perylene-d12 25.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Methvlnonadecane 282 C20H42 056862-62-5 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 91
Abundance Scan 3585 (24.151 min): BG040711.D (-3579) (-) m/z 57.10 100.00%
57.1
5000
ﬁ* 11769 600 3410 23.80 24.00 24.20 24.40
i P S m/z 71.05 81.76%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129494: 10-Methylnonadecane
57.0
5000
23.80 24.00 24.20 24.40
154.0 m/z 43.05 73.02%
Lo | 267.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane
57.0
23.80 24.00 24.20 24.40
5000 m/z 85.05 57 .65%
13.0
L ] | ,169.0 2250 2810 3650
m/z--> 50 160 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane
57.0 23.80 24.00 24.20 24.40

m/z 55.00 31.51%

5000

1130 169.0 2250 2810 3370 3930 4630 5610 615.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 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\BG050219\

Data File : BG040711.D

Acq On : 2 May 2019 17:44

Operator : JU/SJ

Sample - K2653-01 e
Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_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... 3.23 11.5 ng 162469 1 8.15 282184 20.0
unknown? .67 7.67 107.8 ng 1521250 1 8.15 282184 20.0
n-Hexadecanoic acid 18.37 3.6 ng 154704 4 17.52 848506 20.0
Pentadecanoic acid 19.63 2.3 ng 97353 4 17.52 848506 20.0
Cyclohexadecane 21.41 2.9 ng 141956 5 21.80 971112 20.0
10-Methylnonadecane 24 .15 2.2 ng 109355 6 25.16 978054 20.0
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