LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG041619\
Data File : BG040512.D

Acq On : 16 Apr 2019 20:50

Operator : JU/SJ

Sample : K2422-07

Misc :

ALS Vial : 14 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 5.602 420 428 444 rBV 846271 1400728 41.29% 7.396%
2 7.200 692 700 718 rBVY 860793 1547128 45.60% 8.169%
3 7.570 756 763 771 rBV 833545 1453499 42.84% 7.675%
4 8.040 836 843 857 rvB 188508 323908 9.55% 1.710%
5 8.364 890 898 912 rVvB 646975 1094622 32.27% 5.780%
6 9.216 1036 1043 1057 rBV 495011 925227 27.27%  4.885%
7 10.861 1314 1323 1330 rBV 217720 432093 12.74% 2.282%
8 13.293 1730 1737 1754 rBV 1296104 2083693 61.42% 11.003%
9 14.122 1872 1878 1889 rBV 77648 130344 3.84% 0.688%
10 14.674 1965 1972 1986 rBV2 373626 638795 18.83% 3.373%

11 16.160 2219 2225 2247 rBV 941403 1718186 50.65% 9.073%
12 17.418 2432 2439 2450 rBV2 561381 909524 26.81% 4._.803%
13 20.020 2876 2882 2893 rBV 2600694 3392496 100.00% 17.913%

14 20.291 2923 2928 2932 rBV 29434 34079 1.00% 0.180%
15 20.784 3007 3012 3016 rBV 53106 65257 1.92% 0.345%
16 21.284 3093 3097 3102 rBV 60321 80232 2.36% 0.424%

17 21.689 3159 3166 3179 rBV2 521409 955990 28.18% 5.048%
18 21.830 3186 3190 3197 rVB 79780 112590 3.32% 0.595%
19 22.435 3288 3293 3300 rVB 81471 127833 3.77% 0.675%
20 23.129 3403 3411 3421 rBV2 85044 156148 4.60% 0.825%

21 23.939 3542 3549 3557 rBvV 75071 166645 4.91% 0.880%
22 24.885 3703 3710 3715 rBV2 62902 146802 4_.33% 0.775%
23 24.968 3715 3724 3745 rVB4 260645 871467 25.69% 4.602%
24 26.019 3896 3903 3915 rVB5 44640 132303 3.90% 0.699%
25 27.377 4127 4134 4135 rBV3 24444 38649 1.14% 0.204%

Sum of corrected areas: 18938238
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG041619\
Data File : BG040512.D

Acq On : 16 Apr 2019 20:50

Operator : JU/SJ

Sample : K2422-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG040512.D
2500000

2000000

1500000

1000000 5.60 7.20 757

8.36
500000
8.04 10.86

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10 00 10. 50 11. OO 11. 50 12. OO 12. 50
Abundance TIC: BG040512.D
2500000 20.02

2000000

1500000
13.29

1000000 16.16

17.42 21.69
500000 14.67

14.12 L 78 2128 P1.83 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: BG040512.D
2500000

2000000
1500000
1000000

500000
24.97

2813 2394 24&% 26,02 27.38
L e T TRES S

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\BG041619\
Data File : BG040512.D

Acq On : 16 Apr 2019 20:50

Operator : JU/SJ

Sample : K2422-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown7.57 Concentration Rank 1

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

7.57 89.75 ng 1453500 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 9

Abundance Scan 763 (7.570 min): BG040512.D (-756) (-) m/z 132.00 100.00%
132
5000 68 /\_
20 54 %6 J 720 7.40 7.60 7.80 800
7
ol |7 er L ysus | h/z 68.00  43.95%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RN RS LS AR
720 7.40 7.60 7.80 8.00
31 51 78 m/z 134.00 32.02%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
720 7.40 7.60 7.80 8.00
5000 67 m/z 66.00 28.89%
41 97
53
29 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl . R EEELE Rt
57 132 720 7.40 7.60 7.80 8.00
24 m/z 69.00 17.21%
5000 og 0
o ,\MI 89 | dor ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG041619\
Data File : BG040512.D

Acq On : 16 Apr 2019 20:50

Operator : JU/SJ

Sample : K2422-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719.M
Quant Title : 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 Tetracosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

21.83 2.36 ng 112590 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Pentadecane 212 C15H32 000629-62-9 91
5 Nonadecane 268 C19H40 000629-92-5 91

Abundance Scan 3190 (21.830 min): BG040512.D (-3186) (-) m/z 57.00 100.00%

57
5000 85

113 21 60 21.80 22.00 22.20
3 I 141 169 207 283
e b bl 100 207 238 283 T3 10 71,56

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane
57

o

5000 85 LA B L B L L L
21.60 21.80 22.00 22.20
29 m/z 71.10 66.34%
0 ‘ || B 141 160 197 225 253 281 309 338
”w””““q“”“”.“”“”w””“”.””.”.””.“.““.”.””.”.“
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
g5 21.60 21.80 22.00 22.20
5000 m/z 85.00 48.28%
29 113

141 169 197 225 o253 296

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #105884: Octadecane

57 21.60 21.80 22.00 22.20

m/z 55.00 22.71%
5000 85
29
) ‘ LR 1 1ee 197 225250

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 21. 60 21. 80 22. 00 22. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG041619\
Data File : BG040512.D

Acq On : 16 Apr 2019 20:50

Operator : JU/SJ

Sample : K2422-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719.M
Quant Title : 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 4 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22 .44 2.67 ng 127833 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Eicosane 282 C20H42 000112-95-8 90
4 Octadecane 254 C18H38 000593-45-3 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 3294 (22.441 min): BG040512.D (-3288) (-) m/z 57.05 100.00%
g7
5000 85
113 22.20 22.40 22.60 22.80
141 207
ol S bl T T re0 207 242 281 355 | hy7 42.95  61.510%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 R VNI AR BN SUR
85 22.20 22.40 22.60 22.80
m/z 71.00 49.86%
0 ?P || | ;118 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance
57
22.20 22.40 22.60 22.80
5000 85 m/z 85.05 46.42%
. 29 M3 141 169 197 205 253 295 323 367
m/z--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane
57 22.20 22.40 22.60 22.80
m/z 55.00 21.95%
5000 85
29
o \‘ 1 i | i 4%, 141 169 197 225 253 282
m/z--> 50 100 150 200 250 300 350 22120 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG041619\
Data File : BG040512.D

Acq On : 16 Apr 2019 20:50

Operator : JU/SJ

Sample : K2422-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719.M
Quant Title : 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 3.27 ng 156148 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Heptacosane 380 C27H56 000593-49-7 87
3 Nonadecane 268 C19H40 000629-92-5 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Hexacosane 366 C26H54 000630-01-3 87

Abundance Scan 3411 (23.129 min): BG040512.D (-3403) (-) m/z 57.00 100.00%
57
5000 85
113 22.80 23.00 23.20 23.40
141 169 207
0 UJ Az 7 T 239268 3 45 h/z 43.00  62.09%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #141425: Heneicosane
57
5000 85 INUABSUABRUVABSRBARER
22. 80 23. 00 23. 20 23.40
29 m/z 71.05 60.33%
. Ll ‘ Li J113J141 169 197 225 253 296
miz--> 0 55 100 150 260 250 360 3éo 460
Abundance
57
22.80 23.00 23.20 23.40
5000 85 m/z 85.10 41.71%
29
. 113 141 169 197 225 253 281 309 337 380
miz--> 0 55 160 1%0 260 250 360 3éo 460
Abundance #117636: Nonadecane
57 22.80 23.00 23.20 23.40
m/z 55.00 22 .36%
5000 85
29 268
L e
0..‘.‘. .J..‘. J‘J‘!IJIIIIIIIII i E— T e M L
miz--> 0 50 100 150 200 250 300 350 400 22.80 23.00 23.20 23.40

8270-BG032719.M Wed Apr 17 16:39:59 2019

Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG041619\
Data File : BG040512.D

Acq On : 16 Apr 2019 20:50

Operator : JU/SJ

Sample : K2422-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719.M
Quant Title : 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 Octadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.94 3.82 ng 166645 Perylene-d12 24 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Hexacosane 366 C26H54 000630-01-3 87
3 Tetracosane 338 C24H50 000646-31-1 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 3549 (23.939 min): BG040512.D (-3542) (-) m/z 57.00 100.00%
57
5000 85
113 23.60 23.80 24.00 24.20
141 253
ol bl 0 108 107221 298 284 341 420 | T 9905  58.36%
m/z--> 50 100 150 200 250 300 350 400
Abundance #105886: Octadecane
57
5000 85
23.60 23.80 24.00 24.20
20 13 m/z 43.00 50.10%
0 .“. A IHI \l\ .H‘. “‘I I\\‘ I\\Ilf\lllwll?gl\:!'gzlzlzlslzgéfI — e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
23.60 23.80 24.00 24.20
5000 85 m/z 84.95 42_.71%
. 29 113 141 169 107 225 253 205 303 367
m/z--> 55 160 1éo 260 250 360 3éo 460
Abundance #175559: Tetracosane
57 23.60 23.80 24.00 24.20
m/z 55.00 24 .65%
85
5000
29
oL } L L [H®,242 160 107 225 253 338
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3&'30 4(')0 23.60 23.80 24.00 24.20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG041619\
Data File : BG040512.D

Acq On : 16 Apr 2019 20:50

Operator : JU/SJ

Sample : K2422-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719.M
Quant Title : 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 Nonadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24 .89 3.37 ng 146802 Perylene-di12 24 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heptacosane 380 C27H56 000593-49-7 90
5 Nonadecane 268 C19H40 000629-92-5 87
Abundance Scan 3711 (24.891 min): BG040512.D (-3703) (-) m/z 57.00 100.00%
57
5000 85
L] |1}3 141 169 197 205 253 287 323 24.60 24.80 25.00 25.20
L m/z 71.00 63.31%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85
24.60 24.80 25.00 25.20
29 m/z 43.00 59.87%
ol L || M8 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1éo 260 2éo 360 3éo '
Abundance
57
o 24,60 24.80 25.00 25.20
5000 m/z 85.10 45 _.95Y%
29 113
0 141 169 197 225 253 296
m/z--> 55 160 1éo 260 2éo 360 3éo '
Abundance #194493: Hexacosane
57 24.60 24.80 25.00 25.20
m/z 55.00 22.00%
5000 85
. 290 1) (18 141 160 107 205 253 205 323 367
m/z--> 55 160 1éo 260 250 360 3éo ' 24bo 2&80 2sbo 2550
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG041619\
Data File : BG040512.D

Acq On : 16 Apr 2019 20:50

Operator : JU/SJ

Sample : K2422-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719.M
Quant Title : 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 8 Docosane, 11-butyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
26.02 3.04ng 132303 perylene-d12 24.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Nonadecane 268 Cl1OH40 000629-92-5 93

2 Hexacosane 366 C26H54 000630-01-3 87
3 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 86
4 Hentriacontane 437 C31H64 000630-04-6 86
5 Triacontane 422 C30H62 000638-68-6 86
Abundance Scan 3903 (26.019 min): BG040512.D (-3896) (-) m/z 57.00 100.00%
g7
5000 85
s A
3 141 169 191209 268 331 356 25.80 26.00 26.20 26.40
ol HIH B i P + R m/z 71.05 65.78%
miz--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85
25.80 26.00 26.20 26.40
29 m/z 43.00 58.30%
0 \‘ ‘L ‘\ H\ Il H‘ 1:\I\-3 | 141 169 197 225 2§8
miz--> 50 100 1éo 200 250 300 350
Abundance
57
" 25.80 26.00 26.20 26.40
5000 85 m/z 85.05 48.24%
. 29 U3 141 160 197 225 253 295 323 367
miz--> 50 100 150 200 250 300 350
Abundance #194500: Docosane, 11-butyl-
57 25.80 26.00 26.20 26.40
m/z 55.00 20.78%
5000 85
113
oL 8 ‘ b 160 210 239 267 %09 336 366
miz--> 50 100 150 200 250 300 350 25.80 26.00 26.20 26.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG041619\
Data File : BG040512.D

Acq On : 16 Apr 2019 20:50

Operator : JU/SJ

Sample : K2422-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719.M
Quant Title : 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]
unknown7 .57 7.57 89.8 ng 1453500 1 8.04 323908 20.0
Tetracosane 21.83 2.4 ng 112590 5 21.69 955990 20.0
Heptacosane 22 .44 2.7 ng 127833 5 21.69 955990 20.0
Heneicosane 23.13 3.3 ng 156148 5 21.69 955990 20.0
Octadecane 23.94 3.8 ng 166645 6 24.97 871467 20.0
Nonadecane 24 .89 3.4 ng 146802 6 24.97 871467 20.0
Docosane, 11-butyl- 26.02 3.0 ng 132303 6 24.97 871467 20.0
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