LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\
Data File : BG040043.D

Acq On : 20 Mar 2019 19:43

Operator : JU/SJ

Sample : PB118078BL

Misc :

ALS Vial : 9 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-BG030419_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

3.194 15 18 25 rvB2 26104 43476 1.56% 0.324%
5.685 436 442 456 rVB 576177 926401 33.34% 6.914%
rBv 603862 1038182 37.36% 7.748%
7.670 772 780 788 rBV 573324 982308 35.35% 7.331%
8.140 853 860 868 rBvV 123621 211234 7.60% 1.576%

abrwWNPEF
\l
N
o0}
©
\l
o
N
\l
=
ol
\]
N
\l

8.463 908 915 923 rBV 414288 712074 25.63% 5.314%
9.315 1051 1060 1069 rBV 349441 622535 22.41% 4.646%
10.960 1332 1340 1351 rBV 172125 309679 11.15% 2.311%
13.392 1746 1754 1761 rBV 1002060 1572712 56.60% 11.737%
14.767 1982 1988 1997 rBV2 295372 467822 16.84% 3.491%

=
QO ~NO®

11 16.253 2234 2241 2251 rBV 793537 1203557 43.32% 8.982%
12 17.510 2449 2455 2464 rVB2 431710 643250 23.15% 4 _800%
13 20.107 2891 2897 2903 rBV 2124530 2778536 100.00% 20.736%
14 21.798 3178 3185 3195 rVB 485695 782550 28.16% 5.840%

15 21.939 3204 3209 3216 rVvB3 23191 37673 1.36% 0.281%
16 22.562 3309 3315 3328 rBvV 45836 83203 2.99% 0.621%
17 23.273 3431 3436 3446 rvVB2 48149 92749 3.34% 0.692%
18 24.101 3571 3577 3583 rBvV3 35998 77498 2.79% 0.578%
19 25.082 3736 3744 3747 rBvV3 23223 53304 1.92% 0.398%
20 25.153 3748 3756 3769 rVB 245969 719544 25.90% 5.370%
21 26.251 3936 3943 3950 rBVS 14266 41441 1.49% 0.309%
Sum of corrected areas: 13399728
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\
Data File : BG040043.D

Acq On : 20 Mar 2019 19:43

Operator : JUu/SJ

Sample - PB118078BL

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG040043.D
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500000 8.46
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Time--> 3.50 4.00 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG040043.D
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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: BG040043.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\
Data File : BG040043.D

Acq On : 20 Mar 2019 19:43

Operator : JU/SJ

Sample : PB118078BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_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 unknown7.67 Concentration Rank 1

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

7.67 93.01 ng 982308 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 38
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 780 (7.670 min): BG040043.D (-772) (-) m/z 132.15 100.00%
132
5000 68
40 54 % 740 7.60 7.80 800
7 . . . .
o Qe L5 W w/z 68.15 43.67%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 R UL L IR
69 7.40 7.60 7.80 8.00
ag o m/z 134.15 32.92%
. “ “ g 89 103 ‘
oL— |H‘H|4|mﬁ‘ f |‘ - I\F\I : I‘wl I\ T ‘l\ : :!']'ISI — B e o
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
69 o 740 7.60 7.80 800
5000 m/z 66.15 29.73%
31 5l 8
L B S L WL W S L WL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e EEREE LS D
57 132 7.40 7.60 7.80 8.00
24 m/z 69.25 16.96%
5000 og 0
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, P | U
m/z--> 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\HPCHEM1\BNA_G\DATA\BG032019\
Data File : BG040043.D

Acq On : 20 Mar 2019 19:43

Operator : JU/SJ

Sample : PB118078BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_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 4 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22 .56 2.13 ng 83203 Chrysene-di12 21.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 2-methyloctacosane 408 C29H60 1000376-72-8 90
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Hentriacontane 437 C31H64 000630-04-6 87
5 Heneicosane 296 C21H44 000629-94-7 86
Abundance Scan 3315 (22.562 min): BG040043.D (-3309) (-) m/z 57.20 100.00%
57
5000
J 7 281 22.20 22.40 22.60 22.80
O, ”...” P e e m/z 43.25 62.90%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
57
5000
22.20 22.40 22.60 22.80
m/z 71.25 57 .53%
ok ‘h\“u‘ 141 183 225 281 337 394
m/z--> o 55 100 1éo 200 250 300 350 460 4éo 560 séo 660
Abundance
57
22.20 22.40 22.60 22.80
5000 m/z 85.25 42 .67%
99
ol 26 141 183 225 267 309 365
miz—-> 0 55 160 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance #241528: Tetratetracontane
57 22.20 22.40 22.60 22.80
m/z 55.15 31.67%
5000

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

L N R S IS8

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\
Data File : BG040043.D

Acq On : 20 Mar 2019 19:43

Operator : JU/SJ

Sample : PB118078BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_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 Octadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.27 2.37 ng 92749 Chrysene-di12 21.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 90
2 l1-lodoundecane 282 C11H23l1 004282-44-4 83
3 Heneicosane 296 C21H44 000629-94-7 83
4 2-methyloctacosane 408 C29H60 1000376-72-8 83
5 Hentriacontane 437 C31H64 000630-04-6 72
Abundance Scan 3436 (23.273 min): BG040043.D (-3431) (-) m/z 57.15 100.00%
g7
5000

23.00 23.20 23.40 23.60

141 177192 209 251267282

0! m/z 43.15 59.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105885: Octadecane
57
5000 85
4 23.00 23.20 23.40 23.60
m/z 71.15 44 .56%
o ‘ L 4 13 141 169 197 25 254
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
23.00 23.20 23.40 23.60
5000 41 85 m/z 85.25 42 .58%
155
ol15 113128 183 211 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57 23.00 23.20 23.40 23.60
m/z 41.20 21.03%
85
5000
4
113
0 ‘ L [ e a6 197 225 253268 296
,,,,,,,,, LN LRaa Ea s o AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\
Data File : BG040043.D

Acq On : 20 Mar 2019 19:43

Operator : JU/SJ

Sample : PB118078BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24.10 2.15 ng 77498 Perylene-di12 25.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Octacosane 394 C28H58 000630-02-4 87
3 Tetracosane 338 C24H50 000646-31-1 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 2-methyloctacosane 408 C29H60 1000376-72-8 86
Abundance Scan 3577 (24.101 min): BG040043.D (-3571) (-) m/z 57.25 100.00%
57
5000 85
|113 141 207 282 355 23.80 24.00 24.20 24.40
ol o e m/z 71.20 56.32%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000
23.80 24.00 24.20 24.40
m/z 43.15 49 . 77%
29 ‘ \113 141 169 282
0 |“| ‘:‘ I“I “U\ Iwhwl hl IH‘ \‘I l‘ w\l “: |‘:|I-9|7|2|2|5|2|53| . |‘| B e e e
m/z--> 50 100 150 200 250 300 350
Abundance
57
23.80 24.00 24.20 24.40
5000 g5 m/z 85.25 47 .53%
29
o 113 141 169 197 225 253 281 300 337 365 394
NI N WU SRR B UL LR SRR
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57 23.80 24.00 24.20 24.40
m/z 55.15 29.60%
5000 a5
29 113
0 | ] | gl 770,141 169 197 225 253 281 309 338
m/z--> 5'0 1(')0 1&1;0 2(')0 250 300 3&'30 ' 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\BG032019\
Data File : BG040043.D

Acq On : 20 Mar 2019 19:43

Operator : JU/SJ

Sample : PB118078BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_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]
unknown? .67 7.67 93.0 ng 982308 1 8.14 211234 20.0
Octacosane 22.56 2.1 ng 83203 5 21.80 782550 20.0
Octadecane 23.27 2.4 ng 92749 5 21.80 782550 20.0
Eicosane 24.10 2.1 ng 77498 6 25.15 719544 20.0
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