LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120719\
Data File : BF118123.D

Aca On : 7 Dec 2019 12:27

Operator :© JU

Sample : PB125281BL

Misc :

ALS Vial : 4 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 F\METHODS\8270-BF120619 .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 5.093 506 511 524 rBV 521789 702871 12.85% 1.775%
2 5.492 574 579 582 rBVY 3445316 3489013 63.79% 8.809%
3 6.498 744 750 753 rBY 3370719 3563265 65.15% 8.997%
4 6.639 769 774 777 rBV 4140412 3915936 71.60% 9.887%
5 6.863 809 812 816 rBV 915935 818225 14.96% 2.066%
6 7.022 835 839 843 rBVY 3370821 3135524 57.33% 7.917%
7 7.428 903 908 911 rBV 2102712 2335592 42.70% 5.897%
8 8.151 1026 1031 1040 rBVY 1172504 1068233 19.53% 2.697%
9 9.233 1209 1215 1218 rBvY 5007633 4758280 87.00% 12.014%
10 9.916 1325 1331 1339 rBvV 1294865 1279384 23.39% 3.230%

11 10.710 1460 1466 1469 rBV 3295512 3309435 60.51% 8.356%
12 11.404 1580 1584 1592 rBV 1558544 1341273 24.52% 3.387%
13 13.004 1850 1856 1859 rBV 5221482 5469396 100.00% 13.810%
14 14.057 2031 2035 2048 rVB 1281143 1196155 21.87% 3.020%
15 14.215 2057 2062 2066 rBV 107116 107717 1.97% 0.272%

16 14.521 2109 2114 2120 rBV 215465 211959 3.88% 0.535%
17 14.833 2161 2167 2177 rVB 327595 361809 6.62% 0.914%
18 15.174 2219 2225 2230 rBV 372526 456799 8.35% 1.153%
19 15.415 2258 2266 2278 rBV5 27870 99792 1.82% 0.252%
20 15.545 2282 2288 2300 rBV2 695849 1343925 24.57% 3.393%

21 16.009 2360 2367 2375 rBV 238675 370325 6.77% 0.935%
22 16.533 2447 2456 2464 rBV 106145 212655 3.89% 0.537%
23 17.139 2553 2559 2566 rBV5 30069 57959 1.06% 0.146%

Sum of corrected areas: 39605522
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120719\
Data File : BF118123.D

Aca On : 7 Dec 2019 12:27

Operator :© JU

Sample : PB125281BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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: BF118123.D
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5000000

4000000

3000000

2000000

14.06
1000000

8270-BF120619.M Mon Dec 09 16:34:48 2019 Page: 2



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120719\
Data File : BF118123.D

Aca On : 7 Dec 2019 12:27

Operator :© JU

Sample : PB125281BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.09 17.18 ng 702871 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 511 (5.093 min): BF118123.D (-506) (-) m/z 43.00 100.00%
43
59
5000
101 N
480 5.00 520 5.40
83
o Y N N m/z 59.10 62.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR R L LRI I
59 480 500 520 5.40
m/z 101.10 25.20%
31 83 g3 101
R e P e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime
43
480 5.00 520 540
5000 m/z 58.00 15.24%
101
15 58
28 60 84 |
S ) R R SN AN AL RRARA RAREA AN AARAN LALA RALRS ARSI RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester Rl R e
59 480 5.00 520 5.40
m/z 41.10 9.45%
5000 41
68
0 150 . 126 147
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120719\
Data File : BF118123.D

Aca On : 7 Dec 2019 12:27

Operator :© JU

Sample : PB125281BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 unknown6.64 Concentration Rank 1

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

6.64 95.72 ng 3915940 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 774 (6.639 min): BF118123.D (-769) (-) m/z 132.00 100.00%
5000 68
40 o " 640 6.60 6.80 7.00
54 . . . :
o fer | Weus .~ m/z 68.10 36.86%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 URRBE RS SR LR
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 33.63%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
640 6.60 6.80 7.00
5000 m/z 66.00 24 .74%
33 aa 105
T2 %e | lus |
L B N L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R EEREE e s S R
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 15.61%
5000 98 116
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S | |
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120719\
Data File : BF118123.D

Aca On : 7 Dec 2019 12:27

Operator :© JU

Sample : PB125281BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .52 3.54 ng 211959 Chrysene-di12 14 .06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Heptadecane 240 C17H36 000629-78-7 91
Abundance Scan 2114 (14.521 min): BF118123.D (-2109) (-) m/z 57.10 100.00%
g7
85
5000

113
| 141 169 211 14.20 14.40 14.60 14.80
o....,.-.-.‘l.ﬂ,!1.1.4,'.‘... 11 2 287 m/z 71.05 73.14%

m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57
5000 85
14.20 14.40 14.60 14.80
29 m/z 43.05 62.92%
oL Lk ﬂ | 1141 169 197 225 253 281 309 337 365 394
Lt T e T T T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85 14.20 14.40 14.60 14.80
5000 m/z 85.10 52.63%
29 113
ol i L 77,141 369 107 225 253 206
L B i o Y
m/z--> 50 100 150 200 250 300 350
Abundance #194493:; Hexacosane
57 14.20 14.40 14.60 14.80
m/z 55.00 25.85%
5000 85
29
L J n1j3J1§1 169 197 225 253 295 323 367
T N e L e L et e e e A REE RS
m/z--> 50 100 150 200 250 300 350 14 20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120719\
Data File : BF118123.D

Aca On : 7 Dec 2019 12:27

Operator :© JU

Sample : PB125281BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .83 5.38 ng 361809 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
Abundance Scan 2166 (14.827 min): BF118123.D (-2161) (-) m/z 57.10 100.00%
57
5000 85
113 14.60 14.80 15.00 15.20
141 169
- | A 1] 9T 225 258 282 m/z 71.05 70.30%
m/z--> 50 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85
14.60 14.80 15.00 15.20
m/z 43.10 61.74%
29 113 141
ol LA LA |77 1 169 107 225 253 295 323 367
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57
14.60 14.80 15.00 15.20
5000 85 m/z 85.05 50.69%
oL 38 ‘} L J11ﬁ3d 141 169 197 %% 267 204 323 352
m/z--> §o 160 1%0 260 2%0 360 3%0
Abundance #141426: Heneicosane
57 14.60 14.80 15.00 15.20
m/z 55.00 23.34%
85
5000
29 113
oL Tl J | 141,169 197 225 253 296
m/z--> 5'0 100 1&1;0 2(')0 251;0 3(')0 3&1;0 14|60 14.80 15.00 15 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120719\
Data File : BF118123.D

Aca On : 7 Dec 2019 12:27

Operator :© JU

Sample : PB125281BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Tetratetracontane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

15.17 6.80 ng 456799 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 91

Abundance Scan 2224 (15.168 min): BF118123.D (-2219) (-) m/z 57.05 100.00%

5000

14.80 15.00 15.20 15.40
m/z 71.05  67.96%

141 183 239 281
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600

0!

Abundance #241528: Tetratetracontane

5000
14.80 15.00 15.20 15.40

m/z 43.05 61.22%

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

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
517
R EBASEERERES
14.80 15.00 15.20 15.40
5000 m/z 85.05 53.90%
99
ol | | 141 183 225 267 309 367
AR e e e A AR RS RAs RS R a s BE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #175558: Tetracosane
517 14.80 15.00 15.20 15.40
m/z 55.05 23.38%
5000
99
41 183 225 67 338
Oty P e e e e e e R e e e N EE
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120719\
Data File : BF118123.D

Aca On : 7 Dec 2019 12:27

Operator :© JU

Sample : PB125281BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.01 5.51 ng 370325 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2367 (16.009 min): BF118123.D (-2360) (-) m/z 57.10 100.00%
g7
85
5000

141 169 107 15.60 15.80 16.00 16.20 16.40
o....l,.mﬂ“ P 252%8 8 m/z 71.05 72.47%

m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57
5000 85
15.60 15.80 16.00 16.20 16.40
29 m/z 43.10 61.79%
oL Lk ﬂ | 1141 169 197 225 253 281 309 337 365 394
Lt T e T T T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
B EEARERE S e
85 15.60 15.80 16.00 16.20 16.40
5000 m/z 85.05 55.49%
29 113
ol i L 77,141 369 107 225 253 206
L B i o Y
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57 15.60 15.80 16.00 16.20 16.40
m/z 55.00 24 .68%
5000 85
113
o 2. “.‘J\ |77 141 169 197 225 267 295 365 393
I A e e o e e B B L e IR A e e o o e o B R R o e e
m/z--> 50 100 150 200 250 300 350 15. 60 15. 80 16. 00 16. 20 16 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120719\
Data File : BF118123.D

Aca On : 7 Dec 2019 12:27

Operator :© JU

Sample : PB125281BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 2-methyloctacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.53 3.16 ng 212655 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hentriacontane 437 C31H64 000630-04-6 87
Abundance Scan 2455 (16.527 min): BF118123.D (-2447) (-) m/z 57.05 100.00%
57
85
5000
NSRS
141 169 197 16.20 16.40 16.60 16.80
0...l,. II]J Dt 222 22 3% m/z 71.05 70.38%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 USUARAR DA AR
16,20 16.40 16.60 16.80
m/z 43.10 62.75%
LTl 1] .l 1141 169 107 225 253 282
m/z--> 50 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
57
16.20 16.40 16.60 16.80
5000 85 m/z 85.05 57.99%
o 29 | I ] M2 141 169 197 205 267 205 365 393
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane LA L L B B BN |
57 16.20 16.40 16.60 16.80
m/z 55.00 24 . 74%
h | \L¢4HTWM~MMW/\WWAMV%AMIMWH
. 2?” j ”1}311§1‘1§9 197 225 253 295 323 367
m/z--> 50 100 150 200 250 300 350 ' 1620 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF120719\
Data File : BF118123.D

Acq On : 7 Dec 2019 12:27

Operator : JU

Sample : PB125281BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120619_.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]
2-Pentanone, 4-hy... 5.09 17.2 ng 702871 1 6.87 818225 20.0
unknown6 .64 6.64 95.7 ng 3915940 1 6.87 818225 20.0
Octacosane 14 .52 3.5 ng 211959 5 14.06 1196160 20.0
Hexacosane 14.83 5.4 ng 361809 6 15.54 1343930 20.0
Tetratetracontane 15.17 6.8 ng 456799 6 15.54 1343930 20.0
Heneicosane 16.01 5.5 ng 370325 6 15.54 1343930 20.0
2-methyloctacosane 16 .53 3.2 ng 212655 6 15.54 1343930 20.0
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