LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO50919\

Data File : BM020221.D

Aca On : 09 May 2019 17:27 Instrument :
Operator : JU/SJ (B.‘,ll\:gﬁ’;ﬂSam ol
3?22'6 i K2790-02 sssumo&éLA
ALS Vial : 12 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-BM043019 .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 5.357 397 403 413 rBY 1783816 2591576 51.56% 7.969%
2 6.945 665 673 691 rBY 1636429 2733034 54.38% 8.404%
3 7.304 727 734 747 rBVY 1707387 2858431 56.87% 8.790%
4 7.775 807 814 824 rBV 396112 638757 12.71% 1.964%
5 8.092 861 868 881 rBY 1265890 2086719 41.52% 6.417%
6 8.939 1005 1012 1026 rBV 984015 1718983 34.20% 5.286%
7 10.569 1282 1289 1300 rBV 453981 778340 15.49% 2.393%
8 13.039 1702 1709 1723 rBV 2146198 3270157 65.07% 10.056%
9 13.874 1846 1851 1859 rBV 260065 382950 7.62% 1.178%
10 14.421 1938 1944 1952 rBV2 656534 998510 19.87% 3.071%

11 15.909 2191 2197 2212 rBV 2054639 3086546 61.41% 9.491%
12 17.168 2405 2411 2416 rBV 886342 1242579 24.72% 3.821%
13 17.209 2416 2418 2425 rVB2 49354 64792 1.29% 0.199%
14 18.050 2555 2561 2573 rBV 235880 399600 7.95% 1.229%
15 19.227 2755 2761 2766 rBV 94413 130767 2.60% 0.402%

16 19.333 2775 2779 2783 rBV3 55097 80543 1.60% 0.248%
17 19.592 2819 2823 2830 rVB 78615 117283 2.33% 0.361%
18 19.792 2851 2857 2868 rBV 3986342 5025902 100.00% 15.455%
19 20.480 2970 2974 2980 rBV 192184 372458 7.41% 1.145%
20 21.050 3067 3071 3082 rBV 518899 677441 13.48% 2.083%

21 21.356 3118 3123 3127 rBV 1140172 1528075 30.40% 4._.699%
22 22.397 3298 3300 3308 rVB2 143901 153705 3.06% 0.473%
23 23.644 3506 3512 3521 rVB2 817373 1582149 31.48% 4 _865%

Sum of corrected areas: 32519297
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO050919\
Data File : BM020221.D

Aca On : 09 May 2019 17:27

Operator : JU/SJ

Sample : K2790-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M

Quant Title ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: BM020221.D
4000000
3000000
2000000
5.36 6.95 7.30
1000000
10.57
0 A B L B A o B o B B o B B B B RS .,....,.... T T T
Time--> 3.00 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM020221.D
4000000 19179
3000000
13.04 15.91
2000000
1000000 17.17
14.42
20.4¢
13.87 18.05
.21 19.8339.5 {*JM,_,}V
O] et e R e e T e T T .Eﬁ*fj......,.
Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM020221.D
4000000
3000000
2000000
21.36 23.64
1000000 21.05 92 40
AN . IO .
O L o o o L B o e T L B o e o o L I B e o e o NN A o e o o o o
Time--> 21.00 21.50 22.00 2250 23.00 23,50 24.00 2450 25.00 2550 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\BMO050919\
Data File : BM020221.D

Aca On : 09 May 2019 17:27

Operator : JU/SJ

Sample : K2790-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 unknown7.30 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.30 89.50 ng 2858430 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 22
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
Abundance Scan 733 (7.298 min): BM020221.D (-727) (-) m/z 132.00 100.00%

132.0
68.1
5000

40.0 540 ‘| 700 720 740 760
. 850 | . 1150 143.0
0..,....,....,...!I.'...,!!..,:!-.'.,.:':.,....,..I.,.'!..,....,....,'...,....,. m/z 68.10 56.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0

5000 R
7.00 7.20 7.40 7.60

70.0 m/z 66.10 39.32%

31.0
| 44|0| L .| | 860 | 116.0 .‘
e i [| M-
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE
132.0

7.00 7.20 7.40 7.60

o

5000 m/z 134.00 30.87%
92.0
65.0
105.0

o zomosto Mo | 18040 |

R Rmas L AR R e L L e e
m/z--> 10 20 30 40 S50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- R e R

132.0 7.00 7.20 7.40 7.60

m/z 69.10 26 .35%

5000
63.0 90.0 104.0
oL, 150 280 39.0 520 ) 70 T 160 ||
R [ L L e T S R

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO050919\
Data File : BM020221.D

Aca On : 09 May 2019 17:27

Operator : JU/SJ

Sample : K2790-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 Pentadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.05 6.43 ng 399600 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 76
2 Tetradecanoic acid 228 C14H2802 000544-63-8 47
3 Undecanoic acid 186 C11H2202 000112-37-8 47
4 n-Decanoic acid 172 C10H2002 000334-48-5 38
5 Tridecanoic acid 214 C13H2602 000638-53-9 37
Abundance Scan 2561 (18.050 min): BM020221.D (-2555) (-) m/z 73.00 100.00%
73.0
5000 nm~*vﬂwﬂfﬁfv}KMhVNM%“MA**Hﬂ
97.1 2 213.2 N SR SN B
157.1 1851 256.2 17.80 18.00 18.20 18.40
o} m/z 60.00 66.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83686: Pentadecanoic acid
43.0 730
5000 129.0 R N AR SR R
ﬂmmmmmmm
) . ‘ m/z 41.10 54 _27%
o "~ 180.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75072: Tetradecanoic acid
73.0
43.0 U SUNRN SO SO SR
17.80 18.00 18.20 18.40
5000 129.0 m/z 55.05 52.38%
0L15.0 : '
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #46615: Undecanoic acid R A T T e
60.0 17.80 18.00 18.20 18.40
m/z 43.10 49 .46%
5000
29.0 85.0 129.0
186.0
oo b Ll gorg 70 20 e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17. 80 18 00 18. 20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO050919\
Data File : BM020221.D

Aca On : 09 May 2019 17:27

Operator : JU/SJ

Sample : K2790-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 9-Octadecenamide, (Z)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

20.48 4.87 ng 372458 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 83
2 Heptanamide. 4-ethvl-5-methvl- 171 C10H21NO 054789-40-1 53
3 Octadecanamide 283 C18H37NO 000124-26-5 47
4 Dodecanamide 199 C12H25N0 001120-16-7 45
5 Nonanamide 157 C9H19NO 001120-07-6 43

Abundance Scan 2974 (20.480 min): BM020221.D (-2970) (-) m/z 59.05 100.00%

59.0
5000

g L L e e

8.1
126.1154.01840  238.2 302.1 20.20 20.40 20.60 20.80
0 266.0 342.1 m/z 72.10 83.89%

m/z--> 50 100 150 200 250 300 350
Abundance #106877: 9-Octadecenamide, (2)-
59.0
5000

20.20 20.40 20.60 20.80
08.0 126.0 m/z 55.10 35.01%

8.0
281.0
0 IR D h e L —
m/z--> 50 100 150 200 250 300 350
Abundance #36772: Heptanamide, 4-ethyl-5-methyl-
59.0

20.20 20 40 20. 60 20.80

5000 m/z 41.00 27.63%
114.0
29 0
o H|{| 186.0 l 142.0171.0
m/z--> 100 150 200 250 300 350
Abundance #108158: Octadecanamide B N BRaEE
59.0 20.20 20.40 20.60 20.80

m/z 69.00 23.94%

5000

2901 || 880 1280456 5184 0212,0240.0 283.0

m/z--> 50 100 150 200 250 300 350 20. 20 20 40 20. 60 20 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO050919\
Data File : BM020221.D

Aca On : 09 May 2019 17:27

Operator : JU/SJ

Sample : K2790-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 Bromoacetic acid, octadecyl... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.05 8.87 ng 677441 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 91
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 90
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 90
4 1-Hexadecanol 242 C16H340 036653-82-4 87
5 Cyclohexadecane 224 C16H32 000295-65-8 83
Abundance Scan 3071 (21.050 min): BM020221.D (-3067) (-) m/z 83.10 100.00%
83.1
43.0
5000
Fﬂ 080 21100 2120 2140
208.0 : : :
ol LA B L), 2671 20002410 2802 3951 4150 TG 10 94 40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #154046: Bromoacetic acid, octadecyl ester
43.0
83.0
5000 RN UM BRI SURBILE B
20.80 21.00 21.20 21.40
21.0 m/z 57.10 89.01%
oLl J1530 ) 208 0 2500 297 0
m/z--> 50 100 150 200 2%0 300 350 400
Abundance #137330: 1-Heneicosyl formate
57.0
97.0 AU SR SR IR
20.80 21.00 21.20 21.40
5000 m/z 97.05 82 .50%
oL L J’ } 4} %09 1820 2200 2940 a0
m/z--> 50 100 150 200 250 300 350 400
Abundance #152927: Trichloroacetic acid, hexadecy! ester R i hu R et
43.0 20.80 21.00 21.20 21.40
83.0 m/z 55.10 78.03%
5000
‘ rzao
m/z--> 50 100 150 200 250 300 350 400 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO050919\
Data File : BM020221.D

Aca On : 09 May 2019 17:27

Operator : JU/SJ

Sample : K2790-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 7 Heptadecane, 2,6,10,15-tetr... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.40 2.01 ng 153705 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 86
2 Nonadecane 268 C19H40 000629-92-5 70
3 Tridecane 184 C13H28 000629-50-5 70
4 Dodecane 170 C12H26 000112-40-3 62
5 Hexadecane 226 C16H34 000544-76-3 62
Abundance Scan 3300 (22.397 min): BM020221.D (-3298) (-) m/z 57.10 100.00%
57.1
5000
355.0 22.00 22.20 22.40 22.60 22.80
Ol 2 s A2 Tasz 71.10 0 79.18%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 VAU MU
22.00 22.20 22.40 22.60 22.80
99.0 m/z 85.10 61.25%
0 I ] 14101830 239.0 296.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #99477: Nonadecane
57.0
22,00 22.20 22.40 22.60 22.80
5000 m/z 43.10 54 _.88%
oL || P95 141.0 183.0 2050 268.0
m/z--> 50 100 1éo 200 250 300 350 400 450
Abundance #45542: Tridecane [TT T T[T T T[T T [ TT T[T
57.0 22.00 22.20 22.40 22.60 22.80
m/z 41.10 31.14%
5000
‘ 99.0 141 ¢ 184.0
Ot B e N e e L LI N e e e o e e o e R EEEEEEEm s
m/z--> 50 100 150 200 250 300 350 400 450 22.00 22.20 22.40 22.60 22.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM050919\
Data File : BM020221.D

Acq On : 09 May 2019 17:27

Operator : JU/SJ

Sample - K2790-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM043019.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]
unknown? .30 7.30 89.5 ng 2858430 1 7.77 638757 20.0
Pentadecanoic acid 18.05 6.4 ng 399600 4 17.17 1242580 20.0
9-Octadecenamide, ... 20.48 4.9 ng 372458 5 21.36 1528080 20.0
Bromoacetic acid,... 21.05 8.9 ng 677441 5 21.36 1528080 20.0
Heptadecane, 2,6,... 22.40 2.0 ng 153705 5 21.36 1528080 20.0
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