LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082919\
Data File : BG042581.D

Aca On : 30 Aug 2019 1:19

Operator : HP/JU

Sample : K4439-10

Misc :

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 3.115 3 4 14 rVB 144097 161140 4.69% 0.966%
2 5.559 412 420 432 rBV 689382 1136670 33.11% 6.815%
3 7.169 686 694 708 rBV 715170 1277936 37.22% 7.662%
4 7.533 747 756 769 rBV 768646 1310955 38.18% 7 .860%
5 7.997 828 835 843 rBV 121396 196298 5.72% 1.177%

8.326 882 891 900 rBV 588701 1026379 29.90% 6.154%
9.166 1026 1034 1050 rBV 404220 756018 22.02% 4 _.533%
10.823 1308 1316 1332 rBV 135631 267002 7.78% 1.601%
1332603 2081494 60.63% 12.480%
14.108 1868 1875 1887 rBV 84159 146424 4._.26% 0.878%
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11 14.660 1960 1969 1981 rBV 251548 409975 11.94% 2.458%
12 16.152 2216 2223 2244 rBV 1125761 1811039 52.75% 10.858%
13 17.410 2430 2437 2443 rBvV2 337203 542200 15.79% 3.251%
14 18.303 2583 2589 2592 rBV3 59094 90166 2.63% 0.541%
15 18.338 2592 2595 2601 rVB2 23123 35557 1.04% 0.213%

16 20.024 2875 2882 2892 rVB 2602103 3433258 100.00% 20.584%
17 21.323 3098 3103 3109 rBvV 109929 185149 5.39% 1.110%
18 21.687 3158 3165 3171 rBV 424285 727257 21.18% 4 _.360%

19 22.492 3296 3302 3306 rBv2 35109 69628 2.03% 0.417%

20 23.185 3415 3420 3429 rVB3 40318 82366 2.40% 0.494%

21 23.996 3554 3558 3566 rVB2 32960 62902 1.83% 0.377%

22 24.924 3705 3716 3728 rBVv2 280026 830746 24.20% 4.981%

23 26.100 3912 3916 3926 rVB7 16145 38319 1.12% 0.230%
Sum of corrected areas: 16678878
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082919\
Data File : BG042581.D

Aca On : 30 Aug 2019 1:19

Operator : HP/JU

Sample : K4439-10

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

Abundance TIC: BG042581.D
2500000

2000000

1500000

1000000
556 717 193
8.33

500000 9.17

11 8.00 10.82

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 8.50 9.00 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG042581.D

2500000

20.02

2000000

1500000 13.28

16.15
1000000

21.69
500000 17.41
14.66

14.11 3 2132 22.49
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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: BG042581.D

2500000

2000000

1500000

1000000

500000
24.92

23.19 24.00 jL 26.10
O R RREE L L L s A RARAA AR R L e L  ARRARABARE

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\BG082919\
Data File : BG042581.D

Aca On : 30 Aug 2019 1:19

Operator : HP/JU

Sample : K4439-10

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.

7.53 133.57 ng 1310960 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 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 755 (7.527 min): BG042581.D (-747) (-) m/z 132.00 100.00%
5000
68
40 % J 720 7.40 7.60 7.80
54 : : :
grer | peus N | m/z 68.10 34.49%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 0 UL AR RS AR
7.20 7.40 7.60 7.80
21 51 78 m/z 134.00 32.04%
'J'%I!J!'I'!'JI""IJ"'I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
A IR UL A
7.20 7.40 7.60 7.80
5000 67 m/z 66.10 22.36%
41 97
53
U Y P
||||“i“||“|‘||‘|“l‘|‘|“|‘ |8|8|‘i |1|O|6||“|||H||||||||||||||||
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! N L O S S RRERs
57 132 7.20 7.40 7.60 7.80
24 m/z 69.10 14.78%
5000 og M°
SN | SRR 8 rﬂQ7ILLII A 188 ,.1?? . DI RN 1 G
m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082919\
Data File : BG042581.D

Aca On : 30 Aug 2019 1:19

Operator : HP/JU

Sample : K4439-10

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 Tridecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.30 3.33 ng 90166 Phenanthrene-d10 17.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 83
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 62
3 Undecanoic acid 186 C11H2202 000112-37-8 58
4 Pentadecanoic acid 242 C15H3002 001002-84-2 52
5 Tetradecanoic acid 228 C14H2802 000544-63-8 52
Abundance Scan 2589 (18.303 min): BG042581.D (-2583) (-) m/z 73.00 100.00%
73
43 g
5000 129 213

18.00 18.20 18.40 18.60
m/z 43.10 82.65%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73

43

5000 129

: |||||I| I||!. |I IM ; I|

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

60 73

18.00 18.20 18.40 18.60
214 m/z 57.05  78.00%

143 157

18.00 18.20 18.40 18.60
5000 129 m/z 60.00 75.15%

213
5T
ull

[
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #50053: Undecanoic acid

60 73 18.00 18.20 18.40 18.60

43 m/z 55.10 67.41%
50001 o9
129
7 143
101115 186
| I 157 171

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082919\
Data File : BG042581.D

Aca On : 30 Aug 2019 1:19

Operator : HP/JU

Sample : K4439-10

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 1-Nonadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.32 5.09 ng 185149 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 98
2 n-Tetracosanol-1 354 C24H500 000506-51-4 95
3 1-Heneicosanol 312 C21H440 015594-90-8 95
4 Behenic alcohol 326 C22H460 000661-19-8 95
5 Cyclopentadecane 210 C15H30 000295-48-7 95
Abundance Scan 3103 (21.323 min): BG042581.D (-3098) (-) m/z 57.10 100.00%
g7 83
VLN SIS SRR
21.00 21.20 21.40 21.60
182 210
Y & 252272 m/z 55.10 91.45%
m/z--> 50 100 150 200 250 300 350
Abundance #115906: 1-Nonadecene
43 9
69
5000 RN BB SR DU
mmmmmmmm
125 m/z 83.05 87.63%
15 l J 154 182 210 238 266
m/z--> 50 100 150 200 250 300 3%0
Abundance #186968: n-Tetracosanol-1
57 8
21.00 21.20 2140 21.60
5000 11 m/z 97.10 82.10%
29
1L ‘ ‘ A ! } 167 195 222 250 280 308 336
m/z--> 55 100 150 260 2%0 360 3%0
Abundance #155046: 1-Heneicosanol T T e T
55 21.00 21.20 21.40 21.60
m/z 69.10 80.72%
5000
29
Ll ‘ ‘ 'y 11?9.167 196 238 266 294 — .J Mt
m/z--> % 2m 2m 3& 3% mmmmmmﬂm'
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082919\
Data File : BG042581.D

Aca On : 30 Aug 2019 1:19

Operator : HP/JU

Sample : K4439-10

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 Octadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

23.19 2.27 ng 82366 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Hentriacontane 437 C31H64 000630-04-6 87
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 83
4 Octacosane 394 C28H58 000630-02-4 83
5 Triacontane 422 C30H62 000638-68-6 83

Abundance Scan 3421 (23.191 min): BG042581.D (-3415) (-) m/z 57.10 100.00%

5000 85

%

” §127 155 183 216 258 355 390 22.80 23.00 23.20 23.40 23.60
N b i858 0 Tm/z 71.10 60.26%
m/z--> 50 100 150 200 250 300 350 400
Abundance #105886: Octadecane
57
5000 85 TT T T [T T T T[T T T T[T TTr[TT
22. 80 23. OO 23. 20 23 40 23. 60
29 m/z 85.05 48_.31%
J LA 11}311?1‘169 197 225 254
L B B e B e
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57
L B R e [
22.80 23.00 23.20 23.40 23.60
5000 m/z 43.10 45 _42%
85
29 113 141
9 | | 77,141 169 197 225 253 280 309 351 379 407 436
L A B e AL B I e e e e S
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl- A EAREE B S
57 22.80 23.00 23.20 23.40 23.60
m/z 55.10 23.60%
5000 85

%

113
L 72241 169 197 239 267 294 323 352

P
||||||||||||||||||||||||||||||||||||||||| LI L L L LB L B

m/z--> 50 100 150 200 250 300 350 400 22. 80 23. 00 23. 20 23 40 23. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG082919\
Data File : BG042581.D

Acq On : 30 Aug 2019 1:19

Operator : HP/JU

Sample - K4439-10

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]
unknown7 .53 7.53 133.6 ng 1310960 1 8.00 196298 20.0
Tridecanoic acid 18.30 3.3 ng 90166 4 17.41 542200 20.0
1-Nonadecene 21.32 5.1 ng 185149 5 21.69 727257 20.0
Octadecane 23.19 2.3 ng 82366 5 21.69 727257 20.0
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