LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM080818\
Data File : BM016258.D

Aca On : 08 Aug 2018 20:09

Operator : SJ/JU

Sample = J4360-01

Misc :

ALS Vial : 16 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
1 5.187 318 323 336 rVB 151715 224113 12.38% 1.477%
2 5.663 398 404 418 rBV 973942 1459322 80.60% 9.617%
3 7.304 676 683 702 rBV 926542 1481077 81.80% 9.760%
4 7.663 738 744 756 rBVY 1040102 1647029 90.97% 10.854%
5 8.134 819 824 834 rBB 227486 362837 20.04% 2.391%
6 8.457 872 879 890 rBV 720873 1162063 64.18% 7.658%
7 9.322 1019 1026 1040 rBV 547540 906140 50.05% 5.971%
8 10.951 1297 1303 1311 rBV 248403 413347 22.83% 2.724%
9 13.392 1711 1718 1727 rBV 1060067 1485988 82.08% 9.792%
10 14.221 1853 1859 1865 rBvV 60058 88060 4 .86% 0.580%

11 14.768 1946 1952 1959 rBV2 278666 431253 23.82% 2.842%
12 16.257 2199 2205 2217 rBV 891368 1256368 69.39% 8.279%

13 16.445 2230 2237 2242 rBV2 15725 30412 1.68% 0.200%
14 17.256 2370 2375 2382 rVB4 9261 19174 1.06% 0.126%
15 17.504 2412 2417 2422 rBV2 309726 459385 25.37% 3.027%
16 17.551 2422 2425 2434 rVB 28352 40688 2.25% 0.268%
17 18.356 2557 2562 2570 rBV 137956 200095 11.05% 1.319%
18 19.539 2759 2763 2768 rVB 61904 81883 4._.52% 0.540%
19 19.615 2772 2776 2781 rBV 59299 75779 4._.19% 0.499%
20 19.903 2821 2825 2832 rVB 61949 82455 4 _55% 0.543%

21 20.086 2851 2856 2861 rBV 1566362 1810513 100.00% 11.931%
22 21.309 3060 3064 3070 rBv4 72148 108088 5.97% 0.712%
23 21.509 3094 3098 3106 rBV 140744 169700 9.37% 1.118%
24 21.639 3114 3120 3124 rBV 433828 605405 33.44% 3.990%
25 23.974 3512 3517 3524 rVB 304875 573747 31.69% 3.781%

Sum of corrected areas: 15174921
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016258.D

Aca On : 08 Aug 2018 20:09

Operator : SJ/JU

Sample : J4360-01

Misc :

ALS Vial : 16 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: BM016258.D

1400000
1200000
7.66
1000000 5.66 730
800000 8.46

600000 9.32
400000

8.13 10.95
200000 5.19

e | L L

T T T
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BM016258.D

20,09
1400000

1200000
13.39

1000000
16.26

800000
600000

400000
14.77 17.50

200000 18.36 29.9
19%629.
1422 16.44 17.28/1.55 | T
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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: BM016258.D

1400000
1200000
1000000
800000
600000 21.64 23.97
400000

21
200000 21.31

O

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\BMO80818\
Data File : BM016258.D

Aca On : 08 Aug 2018 20:09

Operator : SJ/JU

Sample : J4360-01

Misc :

ALS Vial : 16 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.

5.19 12.35 ng 224113 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Butane 58 C4H10 000106-97-8 22
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 12
4 Propvlamine 59 C3HSN 000107-10-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 324 (5.193 min): BM016258.D (-318) (-) m/z 43.05 100.00%
43.0
5000 59.1
101.0 AR RN LR L
| | 83.1 | 480 5.00 520 5.40 5.60
O e e e m/z 59.10 48.45%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I LS I I
59.0 480 500 520 540 560
0
150 a0 1010 m/z 101.00 17 .29%
0 el . 83.0 .
LR UL SRR SR UL LRI FULRLEL IR SO SO S B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #222: Butane
43.0
480 500 520 540 560
5000 29.0 m/z 58.10 12 .94%
150 | ‘\ T
VI U I LS I IV IS IS I B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime A e Rt
43.0 480 5.00 520 5.40 5.60
m/z 41.10 11.51%
5000
101.0
150 310 | %80 69,0 86.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016258.D

Aca On : 08 Aug 2018 20:09

Operator : SJ/JU

Sample : J4360-01

Misc :

ALS Vial : 16 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 unknown7.66 Concentration Rank 1

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

7.66 90.79 ng 1647030 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 27
2 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
4 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 14
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 14

Abundance Scan 743 (7.657 min): BM016258.D (-738) (-) m/z 132.00 100.00%
132.0
5000 68.1
740 7.60 7.80 8.00
o} m/z 68.10 44 _.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 '/\'I""I' IR S
69.0 7.40 7.60 7.80 8.00
39.0 57.0 m/z 66.10 42 .72%
|| ” 89.0 103.0
0 "'|""|""|""|I|” I||I|| || |I|||||!!I||||||I|||I|Il'!'llil-lllslllolllllI T
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13666: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl-
56.0 132.0
740 7.60 7.80 8.00
5000 m/z 134.00 31.90%
0 15.0 2?9\ 42(\) L ‘ ‘ 760 91.0 1l
miz--> T % 3 4 % € 70 8 % 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine R L R BAa
132.0 7.40 7.60 7.80 8.00
m/z 69.10 24 .08%
5000
33.0 44.0 0.0 105.0
0 ”'I”"P"W"“I'““Iﬁqﬂ*'”l:“llﬁqﬂ"il'ihl“"P'”I‘”' T
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016258.D

Aca On : 08 Aug 2018 20:09

Operator : SJ/JU

Sample : J4360-01

Misc :

ALS Vial : 16 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 n-Decanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.36 8.71 ng 200095 Phenanthrene-d10 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 78
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
3 1-Phenazinecarboxvlic acid. 6-T1... 506 C31H42N204 120464-92-8 59
4 Tridecanoic acid 214 C13H2602 000638-53-9 58
5 Undecanoic acid 186 C11H2202 000112-37-8 53

Abundance Scan 2563 (18.362 min): BM016258.D (-2557) (-) m/z 41.05 100.00%

5000

:

18.00 18.20 18.40 18.60
m/z 43.05 99.79%

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #37193: n-Decanoic acid

%

5000 129.0 T e

18 00 18 20 18. 40 18.60
15. 172.0
0 JL+N.HH....,”.. RN MMM MR

m/z 73.00 85.43%
m/iz-> 0 50 100 150 200 250 300 350 400 450 500

:

Abundance #92228: n-Hexadecanoic acid
e R B
18.00 18.20 18.40 18.60
5000 m/z 60.10 79.59%
Ok,
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #169058: 1-Phenazinecarboxylic acid, 6-[1-[(1-oxohexadecyl... R e A
43.0 18.00 18.20 18.40 18.60
m/z 55.05 76.92%
0 ..i;. 463.0 507.0 S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18 00 18 20 18. 40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016258.D

Aca On : 08 Aug 2018 20:09

Operator : SJ/JU

Sample : J4360-01

Misc :

ALS Vial : 16 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 Tetradecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.62 2.50 ng 75779 Chrysene-di12 21.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 68
2 Pentadecanoic acid 242 C15H3002 001002-84-2 49
3 Dodecanoic acid 200 C12H2402 000143-07-7 47
4 Tridecanoic acid 214 C13H2602 000638-53-9 47
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 38
Abundance Scan 2777 (19.621 min): BM016258.D (-2772) (-) m/z 43.10 100.00%
431
73.0
5000
129.1 241.1
185.0 e
1do. | | 28‘|‘-2 355.1 19.40 19.60 19.80 20.00
0 N8 A | S m/z 41.10 92.18%
m/z--> 50 100 150 200 250 300 350
Abundance #75072: Tetradecanoic acid
5000 1290 LA B L L L L L LB
185.0 19. 40 19 60 19. 80 20. 00
228.0 m/z 55.00 89.33%
157.0 {
04 |I||I|I||I|l||‘||||||||||||||
m/z--> 150 200 250 300 350
Abundance #83683: Pentadecanoic acid
43.0 73.0
1040 19.60 19.80 20.00
5000 m/z 60.00 86.65%
129.0 242.0
Lo, | ano®®
0...‘.“" JH“. ‘..“.{....luuuuluuuulu
m/z--> 50 o 150 200 250 300 350
Abundance #56046: Dodecanoic acid s B
60.0 19.40 19.60 19.80 20.00
m/z 73.00 76.50%
5000 129.0
157.0
29.0 87.0
TR
0..[‘.wl““..‘H‘.‘i‘llul“..‘.‘l..‘..l....luuuu T e ERAaS EE e S
m/z--> 50 100 150 200 250 300 350 19. 40 19 60 19. 80 20. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016258.D

Aca On : 08 Aug 2018 20:09

Operator : SJ/JU

Sample : J4360-01

Misc :

ALS Vial : 16 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 6 1-Docosanethiol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.31 3.57 ng 108088 Chrysene-di12 21.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosanethiol 342 C22H46S 007773-83-3 90
2 Cvclotetracosane 336 C24H48 000297-03-0 76
3 17-Pentatriacontene 491 C35H70 006971-40-0 68
4 1-Octadecene 252 C18H36 000112-88-9 64
5 1-Docosene 308 C22H44 001599-67-3 62
Abundance Scan 3064 (21.309 min): BM016258.D (-3060) (-) m/z 43.10 100.00%
4.1
83.1
5000
2180 2679wz azen 71100 7120 7140 2160
ol m/z 55.05 95.04%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #138156: 1-Docosanethiol
43.Q 97.0
5000 SR IR AU B
21.00 21.20 21.40 21.60
m/z 57.10 86.86%
o 195.0 236.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #135652: Cyclotetracosane
439 o030
21!00 21fzo 21f4o 21!60 '
5000 m/z 41.10 83.97%
25.0
oLt | , 167.0 210.0250.0 293.0 336.0
m/z--> §0 160 1%0 260 2%0 300 3éo 460 4%0 '
Abundance #168066: 17-Pentatriacontene e A RERREEEEE
43.0 21.00 21.20 21.40 21.60
m/z 83.10 66.43%
5000 83.0
. ‘ y J‘ 1250 4670 2100 267.0307.0 490.0
L UL DAL UURLALE SARLELEL LRI UL S WU BU LR IR AU B
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.20 21.40 21.60
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z :\SVOASRV\HPCHEM1I\BNA_M\DATA\BMO080818\

BM016258.D

08 Aug 2018 20:09

SJ/Ju

J4360-01

16 Sample Multiplier: 1

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

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

unknown7 .66
n-Decanoic aci

Tetradecanoic acid

d

1-Docosanethiol

8270-BM072318.M Thu Aug 09 14:58:00 2018

5.19 12.4 ng

7.66 90.8 ng
18.36 8.7 ng
19.62 2.5 ng
21.31 3.6 ng

RT EstConc Units Response

2-Pentanone, 4-hy...

224113
1647030
200095
75779
108088

|--Internal Standard---|
| # RT Resp Conc]

362837 20.0
362837
459385 20.0
605405 20.0
605405 20.0

1 8.13
4 17.50
5 21.64
5 21.64
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