LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM081418\
Data File : BM016354.D

Aca On : 14 Aug 2018 14:48

Operator : SJ/JU

Sample : J4442-31

Misc :

ALS Vial : 9 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\HPCHEM1\BNA M\METHODS\8270-BM072318 .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

5.169 315 320 332 rBV 116167 173609 9.74% 1.320%
5.646 395 401 414 rBV 777250 1188227 66.65% 9.035%
rBv 793894 1268922 71.18% 9.649%
7.645 735 741 757 rBB 896212 1389662 77.95% 10.567%
8.116 815 821 830 rBV 179041 285116 15.99% 2.168%
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8.434 869 875 888 rBB 609457 992008 55.64% 7.543%
9.304 1016 1023 1038 rBvV 463790 774270 43.43% 5.888%
10.928 1293 1299 1313 rBB 205027 341867 19.18% 2.600%
13.369 1708 1714 1728 rVB 1003463 1457927 81.78% 11.086%
14.204 1848 1856 1864 rBV 62017 89925 5.04% 0.684%

=
QO ~NO®

11 14.751 1944 1949 1956 rVB2 278240 408588 22.92% 3.107%
12 16.239 2196 2202 2217 rVB 1012426 1411535 79.18% 10.733%
13 16.427 2224 2234 2239 rBV3 10980 24807 1.39% 0.189%
14 17.492 2409 2415 2421 rBvV2 300808 433184 24.30% 3.294%
15 18.339 2554 2559 2564 rBV 79814 105816 5.94% 0.805%

16 19.598 2769 2773 2781 rBV3 27398 42646 2.39% 0.324%
17 20.068 2848 2853 2858 rBV 1586906 1782759 100.00% 13.556%
18 21.292 3057 3061 3068 rBV2 60338 101920 5.72% 0.775%
19 21.621 3113 3117 3123 rBV 355663 440587 24.71% 3.350%
20 23.950 3507 3513 3519 rBvV 229276 437393 24.53% 3.326%

Sum of corrected areas: 13150768
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM081418\
Data File : BM016354.D

Aca On : 14 Aug 2018 14:48

Operator : SJ/JU

Sample : J4442-31

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BM016354.D

1500000

1000000

7.65
5.65 7.29
8.43
500000 9.30
8.12 10.93
5.17
O e e e e e e e e e e
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM016354.D
20.07

1500000

1000000 1337 16.24

500000

14.75 17.49
18.34
14.20 A 16.43 J\ i 19.60

0 o L e o o e B o e B LA e o e o o e LA B e o e B L B e e e e

Time-->12.00 12,50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50
Abundance TIC: BM016354.D

1500000

1000000

500000 21.62
23.95

21.29

T

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\HPCHEMI1\BNA M\DATA\BM081418\
Data File : BM016354.D

Aca On : 14 Aug 2018 14:48

Operator : SJ/JU

Sample : J4442-31

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.17 12.18 ng 173609 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propvlamine 59 C3HON 000107-10-8 42
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 36
4 2-Nonanone. 9-hvdroxv- 158 C9H1802 025368-56-3 36
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27

Abundance Scan 320 (5.169 min): BM016354.D (-315) (-) m/z 43.05 100.00%
43.0
5000 59.0
101.0
| 83.0 | 4.80 5.00 5.20 5.40 5.60
Ol e et e e e || M/Z 59.00  48.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A R R IR
480 5.00 5.20 5.40 5.60
59.0 m/z 101.00 17.95%
270 || 830 101.0
o OV OTY PR~ L OO | N +: 2 S il N R
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #238: Propylamine
3d.0
480 5.00 520 540 5.60
5000 m/z 58.00 11.94%
59.0
o 17.0 40 510 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7975: Acetic acid, 1,1-dimethylethyl ester R L R
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.10 11.22%
57.0
5000
20.0 101.0
oL 0 ll. 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM081418\
Data File : BM016354.D

Aca On : 14 Aug 2018 14:48

Operator : SJ/JU

Sample : J4442-31

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 2 unknown7.65 Concentration Rank 1

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

7.65 97.48 ng 1389660 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
2 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 14
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 14

Abundance Scan 742 (7.651 min): BM016354.D (-735) (-) m/z 132.00 100.00%
132.0

5000 66.1
40.1 R R EE S e
54.0 20 00 7.40 7.60 7.80 8.00
01 m/z 66.10 41 .39%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14013: 1H-Benzimidazole, 2-methyl-
132.0

5000

7.40 7.60 7.80 8.00
m/z 68.10 41.32%

0 630 479 900 104.0

15.0 280 39.0 52 116.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #13684: 3H-1,2-Dithiol-3-one, 5-methyl-
132.0
NS | W
7.40 7.60 7.80 8.00
5000 67.0 m/z 134.00 32.63%
44.0 103.0
0 [ | ‘ | L, 1l
e e e e e e e e et
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine R mEa e EA
132.0 7.40 7.60 7.80 8.00
m/z 69.10 22 .96%
5000
33.0 44.0 0.0 105.0
560 | | 860 | “ ‘
] NSNS MPPRMS RN\ AP SN s S MRS A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM081418\
Data File : BM016354.D

Aca On : 14 Aug 2018 14:48

Operator : SJ/JU

Sample : J4442-31

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 Tridecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.34 4.89 ng 105816 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 76
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70
3 Tetradecanoic acid 228 C14H2802 000544-63-8 62
4 Dodecanoic acid 200 C12H2402 000143-07-7 53
5 Pentadecanoic acid 242 C15H3002 001002-84-2 50
Abundance Scan 2559 (18.339 min): BM016354.D (-2554) (-) m/z 41.10 100.00%
441 730
5000
o1 129.0 23,1
' 157.1 185.1 256.2 18,00 18.20 18.40 18.60
0 m/z 43.05 94 .09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid
73.0
43.0
5000 129.0 IUNNUMUUSER AR IR
18.00 18.20 18.40 18.60
‘ m/z 73.00 81.37%
o) I .]! . '|i |I .“!"||.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92226: n-Hexadecanoic acid
430 730
18,00 18.20 18.40 18.60
5000 m/z 60.00 81.24%
129.0
256.0
m/z--> "55" Ed' '55 80 100 120 140 160 180 200 220 240 260
Abundance #75072: Tetradecanoic acid A e R maa
73.0 18.00 18.20 18.40 18.60
43.0 m/z 55.00 71.17%
5000 129.0 vﬁﬂkidqu~wwvﬁ}\yWWMMMPVﬂHkML
0l15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.|00 18.|20 18.|4O 18.|60 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM081418\
Data File : BM016354.D

Aca On : 14 Aug 2018 14:48

Operator : SJ/JU

Sample : J4442-31

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 Trichloroacetic acid, hexad... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.29 4.63 ng 101920 Chrysene-di12 21.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 90
2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 90
3 1-Heneicosvl formate 340 C22H4402 077899-03-7 90
4 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2 005454-48-8 90
5 1-Eicosanol 298 C20H420 000629-96-9 90

Abundance Scan 3061 (21.292 min): BM016354.D (-3057) (-) m/z 43.10 100.00%

431

83.1

5000

357.1 401.0 21.00 21.20 21.40 21.60
m/z 55.10 87.58%

"7154.2 195.1205 0 282.1

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #152927: Trichloroacetic acid, hexadecy! ester

A

0

43.0
83.
5000 L L L
21.00 21.20 21.40 21.60

0,

050 m/z 57.05 81.97%
i lnl 115L5'0 196.0
0! 0 e T

—
m/z--> 100 150 200 250 300 350 400
Abundance #148859: Trichloroacetic acid, pentadecy! ester

43.0
83.0 LU SIS BRI SUL S
21.00 21.20 21.40 21.60
5000 m/z 41.10 74.69%
25.0
ol LJ‘J El , . 18202110
50""|"" U R T rTrrrT T

T T [T
100 150 200 250 300 350 400

m/z-->
Abundance #137330: 1-Heneicosy! formate e  RRRES BEm
57.0 21.00 21.20 21.40 21.60
97.0 m/z 69.10 70.26%
5000
39.0
0 } | J’ | ‘L [300 1820 2200 2940 3400
L B I o R R B
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM081418\
Data File : BM016354.D

Acq On : 14 Aug 2018 14:48

Operator : SJ/JU

Sample : J4442-31

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM072318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.17 12.2 ng 173609 1 8.12 285116 20.0
unknown? .65 7.65 97.5 ng 1389660 1 8.12 285116 20.0
Tridecanoic acid 18.34 4.9 ng 105816 4 17.49 433184 20.0
Trichloroacetic a... 21.29 4.6 ng 101920 5 21.62 440587 20.0
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