LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082718\

Data File : BM016621.D

Aca On : 28 Aug 2018 01:04 Instrument :

Operator : SJ/JU Eﬁgﬁgam|em-

agmple : J4660-09 O&Bl&DBéiPDS
isc :

ALS Vial : 23 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 M\METHODS\8270-BM082118 .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 5.552 380 385 405 rBV 395417 788644 5.13% 1.736%
2 7.187 657 663 677 rBV 233096 500654 3.25% 1.102%
3 7.528 714 721 736 rBVY 1016412 1781361 11.58% 3.921%
4 8.004 797 802 814 rBV 346174 607271 3.95% 1.337%
5 8.316 848 855 871 rBY 1810591 2992153 19.45% 6.587%

9.187 997 1003 1021 rBV 1030981 1823220 11.85% 4.013%
10.810 1272 1279 1296 rBV 367294 699666 4 _55% 1.540%
13.257 1685 1695 1706 rBV 4732573 6396346 41.58% 14.080%
14.645 1922 1931 1942 rBV3 619296 1049759 6.82% 2.311%
16.139 2179 2185 2198 rBV 3066233 4526548 29.43% 9.964%

=
QO ~NO®

11 17.386 2390 2397 2414 rBV 1048911 1584276 10.30% 3.487%
12 19.974 2831 2837 2844 rBV 13745492 15381402 100.00% 33.859%
13 21.192 3041 3044 3048 rBv2 181012 232387 1.51% 0.512%
14 21.533 3097 3102 3112 rBV 1931902 2644497 17.19% 5.821%
15 21.627 3114 3118 3121 rVB 221845 256681 1.67% 0.565%

16 22.056 3188 3191 3198 rBV2 262127 364492 2.37% 0.802%
17 22.521 3267 3270 3276 rVB 292071 360073 2.34% 0.793%
18 23.027 3353 3356 3360 rVB5 267518 347134 2.26% 0.764%
19 23.592 3449 3452 3458 rVB3 290044 413438 2.69% 0.910%
20 23.809 3484 3489 3502 rVB 1282632 2678045 17.41% 5.895%

Sum of corrected areas: 45428047
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Data Path
Data File

Aca On
Operator
Sample
Misc
ALS Vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO082718\
BM016621.D
28 Aug 2018 01:04

SJ/

Ju

J4660-09

23

Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P

082318-DBRI-F-D-S

Abundance

1.2e+07

1e+07

8000000

6000000

4000000

2000000

5.55

TIC: BM016621.D

7.53
7.19 A 8.00

8.32
9.19

10.81

0
Time-->
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Abundance

1.2e+07

1e+07

8000000

6000000

4000000

2000000

0

13.26

14.65

TIC: BM016621.D

16.14

17.39

19,97

)
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Time--> 12.

00 1250 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50

Abundance

1.2e+07

1e+07

8000000

6000000

4000000

2000000

0

21.19

21.53

163 22.06 2252 23.03 2359

23.81

TIC: BM016621.D

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082718\

Data File : BM016621.D

Aca On : 28 Aug 2018 01:04

Operator : SJ/JU

ﬁ?ggle i J4660-09 082318-DBRI-F-D-S
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.53 Concentration Rank 2

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

7.53 58.67 ng 1781360 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 16
2 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 11
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 10
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10

Abundance Scan 721 (7.528 min): BM016621.D (-714) (-) m/z 132.00 100.00%
132.0
5000 66.1 !
40.1 103.0
7.20 7.40 7.60 7.80
0 e e prrerpeepoag || M/z 66.10 48 15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000
69.0 7.20 7.40 7.60 7.80
39.0 m/z 68.10 42 _17%
X 103.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #13666: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl-
56.0 132.0
7.20 7.40 7.60 7.80
5000 m/z 134.00 30.27%
. 270 l\ 910
m/z--> 25 45 60 éo 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #48639: Tranylcypromine-propionyl  EEAmEE e o
57.0 132.0 7.20 7.40 7.60 7.80
m/z 69.10 27 .27%
5000 98.0
o oy b m 156.0 189.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082718\

Data File : BM016621.D

Aca On : 28 Aug 2018 01:04

Operator : SJ/JU

ﬁ?ggle i J4660-09 082318-DBRI-F-D-S
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Octadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22 .06 2.76 ng 364492 Chrysene-di12 21.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Docosane 310 C22H46 000629-97-0 68
3 Pentadecane 212 C15H32 000629-62-9 68
4 Hexacosane 366 C26H54 000630-01-3 68
5 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 68
Abundance Scan 3192 (22.062 min): BM016621.D (-3188) (-) m/z 57.10 100.00%
51.
5000
207.0
TIZ 141.3 281.0 3411 429.3 477.0 21.80 22.00 22.20 22.40
Ob b A s bt g o L 3880, | 477D 8300 1 o110 92.67%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #91036: Octadecane
57.0
5000
21.80 22.00 22.20 22.40
0.0 m/z 85.05 72.97%
0 1 141.0183.0 2540
m/z--> 55 160 1%0 200 250 360 3éo 460 4éo 560 5%0
Abundance #123096: Docosane
21.80 22.00 22.20 22.40
5000 m/z 43.10 60.46%

141'0183.0 239.0 310.0

04
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64572: Pentadecane

21.80 22.00 22.20 22.40
m/z 207.00 29.93%

5000

m/z--> 50 100 150 200 250 300 350 400 450 500 550 21. 80 22. 00 22. 20 22. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082718\

Data File : BM016621.D

Aca On : 28 Aug 2018 01:04

Operator : SJ/JU

ﬁ?ggle i J4660-09 082318-DBRI-F-D-S
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.52 2.72 ng 360073 Chrysene-di12 21.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Eicosane. 2-methvl- 296 C21H44 001560-84-5 91
5 Hentriacontane 437 C31H64 000630-04-6 87
Abundance Scan 3270 (22.521 min): BM016621.D (-3267) (-) m/z 57.05 100.00%
57.0
5000
9
141 2 197 1 253.1 22.20 22.40 22.60 22.80
95.9 356.1
0 ...-.,....,..H-J kg 20 PD13901 46095051 1 g5 T 71 15 82.43%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115570: Heneicosane
57.0
5000
22.20 22.40 22.60 22.80
9.0 m/z 85.15 55.95%
0l15.9 J 1141018302250  296.0
miz--> 0 55 160 1%0 200 250 300 3%0 460 4éo 560 '
Abundance #107658: Nonadecane, 2-methyl-
43.0
22.20 22.40 22.60 22.80
5000 m/z 43.10 55.01%
5.0
127. 0169 0 23?.0282 0
O e b
miz--> 0 55 160 1%0 200 250 300 3%0 460 4éo 560 '
Abundance #91036: Octadecane R T ey
22.20 22.40 22.60 22.80
m/z 55.05 27 .09%
5000

254.0

141.0183.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082718\

Data File : BM016621.D

Aca On : 28 Aug 2018 01:04

Operator : SJ/JU

ﬁ?ggle i J4660-09 082318-DBRI-F-D-S
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Nonacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.03 2.59 ng 347134 Perylene-di12 23.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonacosane 408 C29H60 000630-03-5 93
2 Eicosane 282 C20H42 000112-95-8 91
3 Nonadecane 268 C19H40 000629-92-5 90
4 Tritetracontane 605 C43H88 007098-21-7 74
5 Heneicosane, l1ll-decyl- 437 C31H64 055320-06-4 72
Abundance Scan 3357 (23.033 min): BM016621.D (-3353) (-) m/z 57.10 100.00%
51.1
5000
gi'l 155.1 2071 2671, 0 23561 417 546.1 22.80 23.00 23.20 23.40
Obrrt b bl b SR L T RS SR Tn/z 71.10  84.80%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158131: Nonacosane
57.0
5000

22.80 23.00 23.20 23.40
m/z 85.10 64 .62%

9.0
| | 141.0183.0225.0267. 0309 0351.0 408 0

Ot b A o S e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107655: Eicosane
57.0
22.80 23.00 23.20 23.40
5000 m/z 43.05 49 .34%
oL, 1“%%@%0%N
”..,.”.,..”,............ I EEE e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #99477: Nonadecane A A o s
22.80 23.00 23.20 23.40
m/z 55.10 27 .47%
5000

" 141.0183.0225.0268.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.80 23. 00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082718\

Data File : BM016621.D

Aca On : 28 Aug 2018 01:04

Operator : SJ/JU

ﬁ?ggle i J4660-09 082318-DBRI-F-D-S
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Pentacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.59 3.09 ng 413438 Perylene-di12 23.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 89
2 Eicosane 282 C20H42 000112-95-8 70
3 Hexacosane 366 C26H54 000630-01-3 59
4 Tricosane 324 C23H48 000638-67-5 58
5 Hexadecane 226 C16H34 000544-76-3 58
Abundance Scan 3452 (23.592 min): BM016621.D (-3449) (-) m/z 71.10 100.00%
7.1
5000
1470 2070 2811
430.0 475.2 23.20 23.40 23.60 23.80 24.00
ol .J.‘",'.Il.“.“.‘ FPITE WO l - '| ..3?5.‘,1.m. 2 Tm/z 57.10  97.21%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #142112: Pentacosane
57.0
5000
23.20 23.40 23.60 23.80 24.00
9.0 m/z 85.10 57 .84Y%
ol J1}4}?}8392250267030903520
m/z--> 5b 160 1éo 200 250 300 3éo 460 4éo 560 séo
Abundance #107655: Eicosane
57.
23.20 23.40 23.60 23.80 24.00
5000 m/z 43.10 52.07%
9.0
oL }“%%mgoﬁm
m/z--> 5b 160 1éo 200 250 300 3éo 460 4éo 560 séo
Abundance #147090: Hexacosane B p s e e et
57.0 23.20 23.40 23.60 23.80 24.00
m/z 55.10 31.82%
5000
9.0
ohd Jﬁﬁ%%M%mmmwo%m
m/z--> 5'0 1(')0 1&'30 200 250 300 3&'30 400 4&'30 5(')0 5&'30 23.20 23.40 23.60 23.80 24.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM082718\

Data File : BM016621.D

Acq On : 28 Aug 2018 01:04

Operator : SJ/JU

3?22'6 i J4660-09 082318-DBRI-F-D-S
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082118_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown7 .53 7.53 58.7 ng 1781360 1 8.00 607271 20.0
Octadecane 22.06 2.8 ng 364492 5 21.53 2644500 20.0
Heneicosane 22.52 2.7 ng 360073 5 21.53 2644500 20.0
Nonacosane 23.03 2.6 ng 347134 6 23.81 2678050 20.0
Pentacosane 23.59 3.1 ng 413438 6 23.81 2678050 20.0
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