LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM111018\
Data File : BM017598.D

Aca On : 09 Nov 2018 19:12

Operator : MJ/SJ

Sample : J5269-17

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\HPCHEMI\BNA M\METHODS\8270-BM101718 .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 3.904 150 156 171 rVB 12421827 17249957 78.90% 12.338%
2 4.798 300 308 321 rBV 262444 397852 1.82% 0.285%
3 5.245 377 384 399 rBVY 6948938 9876822 45.18% 7.065%
4 6.816 642 651 664 rBY 6668218 11686377 53.46% 8.359%
5 7.163 701 710 720 rBVY 6951682 11029057 50.45% 7.889%

7.616 780 787 796 rBV 1061907 1732689 7.93% 1.239%
7.934 833 841 852 rBV 4845835 7759519 35.49% 5.550%
8.775 976 984 999 rBV 3943660 6751631 30.88% 4._.829%
10.392 1250 1259 1279 rBV 1258164 2354722 10.77% 1.684%
12.880 1674 1682 1708 rBV 10228335 14800994 67.70% 10.587%

=
QO ~NO®

11 13.733 1821 1827 1841 rBV 402812 706930 3.23% 0.506%
12 14.263 1910 1917 1934 rBV2 1936356 3140680 14.37% 2.246%
13 15.762 2165 2172 2194 rBV 9079368 13237512 60.55% 9.468%
14 17.015 2379 2385 2402 rBV2 2450272 3871118 17.71% 2.769%
15 17.927 2534 2540 2552 rBV 1045613 1508976 6.90% 1.079%

16 19.215 2754 2759 2769 rBv2 300019 476190 2.18% 0.341%
17 19.662 2828 2835 2840 rBV 17779082 21861747 100.00% 15.637%
18 20.939 3047 3052 3064 rBV 1106341 1631651 7.46% 1.167%
19 21.215 3094 3099 3110 rBV 3637236 4944815 22.62% 3.537%
20 23.415 3466 3473 3484 rVB 2268960 4350464 19.90% 3.112%

21 24.021 3572 3576 3586 rVB5 199317 438811 2.01% 0.314%

Sum of corrected areas: 139808514
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LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BM111018\

Data Path :

Data File : BM017598.D

Aca On : 09 Nov 2018 19:12
Operator : MJ/SJ

Sample : J5269-17

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM101718 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance

1.5e+07

3.90

le+07

5000000

4.80

5.25

TIC: BM017598.D
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7.93

7.62

8.77

10.39

) IR A S—— n—
Time--> 3.00 350 4.00 450 5.0

T
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T T T
600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
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1.5e+07

12.88
le+07

5000000

13.73

14.26
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15.76

\
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19,66

17.02
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Ot

Time--> 12.00 12,50 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

Abundance

1.5e+07

le+07

5000000
21.22

20.94

TIC: BM017598.D

23.41

J 24.02

O B IR e

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

8270-BM101718.M Mon Nov 12 16:55:25 2018

Page: 2




Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM111018\
Data File : BM017598.D

Aca On : 09 Nov 2018 19:12

Operator : MJ/SJ

Sample : J5269-17

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM101718_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.80 4_.59 ng 397852 1,4-Dichlorobenzene-d4 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Dimethadione 129 C5H7NO3 000695-53-4 36
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Propanenitrile, 3-ethoxy- 99 C5H9NO 002141-62-0 9

Abundance Scan 308 (4.798 min): BM017598.D (-300) (-) m/z 43.00 100.00%
a3
59
5000
1 ko 450 480 850 850
83 : : : : :
o/ S ..~:|,....,~....',|....,....,....,....,....,.295?. m/z 59.10 52.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 USRS S UL
440 4.60 4.80 5.00 5.20
59 m/z 101.10 17.89%
o7 “ o 83 101
Ot e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12397: Dimethadione
7 > USRS S R
440 4.60 4.80 5.00 5.20
5000 m/z 58.10 13.97%
129
Pz ‘H L 70 86 114
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #3955: 2,3-Butanedione, monooxime P e
43 440 4.60 4.80 5.00 5.20
m/z 41.10 9.94%
5000
101
15 31 | S8 g9 g6
m/z--> 20 40 60 8 100 120 140 160 180 200 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM111018\
Data File : BM017598.D

Aca On : 09 Nov 2018 19:12

Operator : MJ/SJ

Sample : J5269-17

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM101718_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 unknown7.16 Concentration Rank 2

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

7.16 127.31 ng 11029100 1,4-Dichlorobenzene-d4 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 709 (7.157 min): BM017598.D (-701) (-) m/z 132.00 100.00%
132
5000 68
96 A SR UL R
40 54 6.80 7.00 7.20 7.40
0 8 307 A2 | m/z 68,10 43.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132
5000 A SR UL R

6.80 7.00 7.20 7.40
m/z 134.00  32.55%

15 28 39 52 03 77 90 104,

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
R R RERmEw
6.80 7.00 7.20 7.40
5000 m/z 66.10 29.72%
33 44 o 105 ‘
0...,...‘.,.‘.‘Reﬁ‘..‘..ﬁo....‘,.“...,..‘.,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE RS REE A mma S
132 6.80 7.00 7.20 7.40
m/z 69.10 18.61%
5000
92
65
105
27 B S| T
Ot e e e e e e R NS E R
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM111018\
Data File : BM017598.D

Aca On : 09 Nov 2018 19:12

Operator : MJ/SJ

Sample : J5269-17

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM101718_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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.93 7.80 ng 1508980 Phenanthrene-d10 17.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 Dodecanoic acid 200 C12H2402 000143-07-7 52
Abundance Scan 2541 (17.933 min): BM017598.D (-2534) (-) m/z 72.95 100.00%
43 60 73
5000 129
5 213 SN /S SR
| B 135 143 127171185 o 227,59 256 1760 17.80 18.00 18 20
Ot m/z 43.10 96.98%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 73

5000 LI L L L L L LB LB |
17.60 17.80 18.00 18.20
m/z 60.00 87.21%
129 256
0 LI | Wi %91%15 143157 171 185 199 213 227 242
,....,... ; ,,,,,,
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid
60 73
43 ma m e o R
17.60 17.80 18.00 18.20
5000 29 129 m/z 41.10 86.74%
‘ 143 157 214
0,.LNN.NJAUW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83683: Pentadecanoic acid e e R
43 60 73 17. 60 17. 80 18. OO 18 20
m/z 55.10 77 .13%
29
5000
129 242
115 143
bl J s | i o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM111018\
Data File : BM017598.D

Aca On : 09 Nov 2018 19:12

Operator : MJ/SJ

Sample : J5269-17

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM101718_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 5-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.94 6.60 ng 1631650 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 98
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 94
4 Heptafluorobutvric acid. n-penta... 424 C19H31F702 1000216-79-3 91
5 2- Chloropropionic acid, pentade... 318 C18H35CI02 1000292-44-1 91
Abundance Scan 3052 (20.939 min): BM017598.D (-3047) (-) m/z 57.10 100.00%

I3 ]

7 83
5000 11

139 20 60 20. 80 21. OO 21 20
168
o A3 aroo. 209 238 280 ML 401429 Thnyz 43.10  98.52%

m/z--> 50 100 150 200 250 300 350 400
Abundance #106398: 5-Eicosene, (E)-
56
83
5000

20.60 20.80 21.00 21.20

29 111 m/z 55.05 96.72%
ol Ll Lo a6 a0z gm0
m/z--> 50 100 150 200 250 300 350 400
Abundance #137330: 1-Heneicosyl formate
57 83
20 60 20. 80 21. 00 21.20
5000 11 m/z 83.10 86.51%
0 I J | 11:?9 n1§7 196 222 266 294 322
b e
m/z--> 50 100 150 200 250 300 350 400
Abundance #152927: Trichloroacetic acid, hexadecy! ester T T
43 20 60 20. 80 21. OO 21 20
69 m/z 69.10 78.22%

97
5000
st
0! J‘ Ji Hl L153 196 224

m/z--> 50 100 150 200 250 300 350 400 20 60 20. 80 21. OO 21 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM111018\
Data File : BM017598.D

Aca On : 09 Nov 2018 19:12

Operator : MJ/SJ

Sample : J5269-17

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM101718_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 7 Cyclohexadecane, 1,2-diethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24.02 2.02 ng 438811 Perylene-di12 23.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane. 1.2-diethvl- 280 C20H40 1000155-85-3 93
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
3 1-Octadecanol 270 C18H380 000112-92-5 90
4 Cvcloundecane. (l-methvlethvl)- 196 C14H28 062338-56-1 87
5 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 87
Abundance Scan 3576 (24.021 min): BM017598.D (-3572) (-) m/z 57.10 100.00%
g7 83
5000 ,~4¢ﬂvﬁ~h~v/\Jﬂ\wﬁadvyuwﬂ_,H_
327 356 54 415 2380 24.00 24.20 24.40
Ob———ty m/z 55.10 89.85%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #106406: Cyclohexadecane, 1,2-diethyl-
43
69
o7 280
5000 RN LU BN IR
23.80 24.00 24.20 24.40
‘ Fzs 251 m/z 43.10 88.89%
0"L N "k"l'f??3§%$qg' '!""I"" [rrrr T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #106400: 3-Eicosene, (E)-
57
83 R U SRS DU IR
23.80 24.00 24.20 24.40
5000 m/z 83.10 86.37%
29 111
o J‘ J] Ll 1139 167 196 224 252 280
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #100813: 1-Octadecanol
43| 83 23.80 24.00 24.20 24.40
m/z 69.10 78 .09%
5000 111
. 1 150 168 106 224 252
mz-> 50 100 150 200 250 300 350 400 450 2380 24.00 24.20 24.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM111018\
Data File : BM017598.D

Acq On : 09 Nov 2018 19:12

Operator : MJ/SJ

Sample - J5269-17

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_.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... 4.80 4.6 ng 397852 1 7.62 1732690 20.0
unknown7 .16 7.16 127.3 ng 11029100 1 7.62 1732690 20.0
n-Hexadecanoic acid 17.93 7.8 ng 1508980 4 17.02 3871120 20.0
5-Eicosene, (E)- 20.94 6.6 ng 1631650 5 21.22 4944820 20.0
Cyclohexadecane, ... 24.02 2.0 ng 438811 6 23.41 4350460 20.0
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