LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM021919\
Data File : BM018858.D

Aca On : 19 Feb 2019 15:58

Operator : JU/SJ

Sample : K1515-05

Misc :

ALS Vial : 7 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-BM021119.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 4.857 296 301 311 rBV 180382 269018 2.05% 0.325%
2 5.298 369 376 390 rBVY 4643619 6840959 52.09% 8.254%
3 6.881 637 645 667 rBY 4595150 7535705 57.38% 9.093%
4 7.239 698 706 718 rBVY 4782931 7571885 57 .66% 9.136%
5 7.704 778 785 793 rBVY 1085782 1698516 12.93% 2.049%
6 8.022 831 839 848 rBVY 3338062 5382760 40.99% 6.495%
7 8.869 975 983 1002 rBY 2624714 4418722 33.65% 5.332%
8 10.492 1251 1259 1272 rBV 1360275 2315818 17.63% 2.794%
9 12.969 1673 1680 1701 rBV 6369170 9270195 70.59% 11.186%
10 13.821 1818 1825 1840 rBvV 240327 401830 3.06% 0.485%

11 14.351 1909 1915 1933 rVB2 1879082 2932719 22.33% 3.539%
12 15.851 2163 2170 2189 rBV 4849097 7369299 56.12% 8.892%
13 17.104 2377 2383 2395 rBV 2444847 3500720 26.66% 4.224%
14 17.992 2528 2534 2544 rBV 339385 534314 4_.07% 0.645%
15 19.274 2748 2752 2763 rBV 133194 213060 1.62% 0.257%

16 19.739 2825 2831 2846 rBV 11175398 13132376 100.00% 15.846%
17 20.997 3041 3045 3056 rBvV 416864 609915 4.64% 0.736%
18 21.297 3091 3096 3107 rBV 3201474 3957959 30.14% 4._776%
19 21.433 3116 3119 3126 rBV 231390 258881 1.97% 0.312%
20 21.868 3190 3193 3200 rBV 264144 333277 2.54% 0.402%

21 22.333 3268 3272 3280 rVB 275386 381274 2.90% 0.460%
22 22.839 3354 3358 3362 rBV 281368 362183 2.76% 0.437%

23 23.403 3451 3454 3460 rVB 215088 322597 2.46% 0.389%
24 23.550 3473 3479 3490 rVB 1710320 3261702 24.84% 3.936%

Sum of corrected areas: 82875684
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM021919\
Data File : BM018858.D

Aca On : 19 Feb 2019 15:58

Operator : JU/SJ

Sample : K1515-05

Misc :

ALS Vvial :© 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM021119.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: BM018858.D
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Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50
Abundance TIC: BM018858.D
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8000000

12.97
6000000
15.85

4000000

17.10
2000000 14.35

13.82 17.99 19.27

Time--> 12.00 1250 13.00 1350 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
Abundance TIC: BM018858.D

le+07
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Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 24.50 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\HPCHEMI\BNA M\DATA\BM021919\
Data File : BM018858.D

Aca On : 19 Feb 2019 15:58

Operator : JU/SJ

Sample : K1515-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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.

4._86 3.17 ng 269018 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Guanidine 59 CH5N3 000113-00-8 43
3 4-Hvdroxv-3-hexanone 116 C6H1202 004984-85-4 32
4 Dimethadione 129 C5H7NO3 000695-53-4 28
5 Hydrazine, 1,1-bis(l-methylethyl)- 116 C6H16N2 000921-14-2 25

Abundance Scan 301 (4.857 min): BM018858.D (-296) (-) m/z 43.00 100.00%
43
59
5000
101
i A B
83 460 4.80 5.00 5.20
SN NS S W < BN m/z 59.10 70.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 460 4.80 500 5.20
m/z 101.00 28.84%
15 5 101
83
Wl il L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #248: Guanidine
43 59
460 480 500 520
5000/ 18 m/z 58.05 18.02%
1
“'”l'ﬁ“|*'"P"'|'“'|"'w""l“"l"“l""w"'
m/z--> 20 40 60 80 100 120 140 160 180 200 /\M~
Abundance #7867: 4-Hydroxy-3-hexanone B A RmE RS oo
59 460 4.80 5.00 5.20
m/z 41.05 10.36%
31
5000
R I '%?"'I"?% |?7'??"}%?"' S L L DAL S U S R R
m/z--> 20 40 60 80 100 120 140 160 180 200 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM021919\
Data File : BM018858.D

Aca On : 19 Feb 2019 15:58

Operator : JU/SJ

Sample : K1515-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 unknown7.24 Concentration Rank 1

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

7.24 89.16 ng 7571890 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 2-Cvclohexen-1-one 96 C6H80 000930-68-7 11
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 706 (7.239 min): BM018858.D (-698) (-) m/z 132.00 100.00%
132
5000 68
40 54 % 700 7.20 7.40 7.60
0 8 397 S — T m/z 68.10 51.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I UL R UL I
7.00 7.20 7.40 7.60
m/z 134.00 32.87%
31 51
'”I'J”H!JLI'!”I"”I"”I"“I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
700 720 7.40 7.60
5000 m/z 66.10 32.16%
33 44 o 105
”'l"“l"Pﬂ“J'“ég'wJ“"""w"'l”"l'“'l"“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2744: 2-Cyclohexen-1-one R R Emm e
68 7.00 7.20 7.40 7.60
m/z 69.05 20.98%
5000
96
40
27
'}?l'h"lH"ﬁél'”"?¥" [ UL SN SIS SIS B S UL UL UL UL
m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM021919\
Data File : BM018858.D

Aca On : 19 Feb 2019 15:58

Operator : JU/SJ

Sample : K1515-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.99 3.05 ng 534314 Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 58
3 Tetradecanoic acid 228 C14H2802 000544-63-8 50
4 Undecanoic acid 186 C11H2202 000112-37-8 43
5 1-Nonene, 4,6,8-trimethyl- 168 C12H24 054410-98-9 22
Abundance Scan 2534 (17.992 min): BM018858.D (-2528) (-) m/z 73.00 100.00%
43
5000 ° ~N¢~_-__~wv_}k\~\~v~,_,,mkv
171 213 LI B B B
| 143157171185, o 227256282 nmnmmmmwmm
et m/z 60.00 63.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92226: n-Hexadecanoic acid
43 73
5
5000 o9 A SR BN B B
ﬂmﬂmmmmmmm
129 256 m/z 43.05 58.29%

97
I, 15 | 143157171185199% 3557
RARSERAS:
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43 5 73

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
17.60 17.80 18.00 18.20 18.40

5000 129 m/z 57.05 51.88%
3 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid B B B
73 17.60 17.80 18.00 18.20 18.40
m/z 55.05 48.72%
43 5
5000 129
185 228
115
1 143157171 ‘
A ‘ Mu A JPT | 915 |
--------- T --------------- T T T T T T T T B R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM021919\
Data File : BM018858.D

Aca On : 19 Feb 2019 15:58

Operator : JU/SJ

Sample : K1515-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 5 Ethanol, 2-(hexadecyloxy)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.00 3.08 ng 609915 Chrysene-di12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(hexadecvloxv)- 286 C18H3802 002136-71-2 91
2 Decane. 1.1"-oxvbis- 298 C20H420 002456-28-2 74
3 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 70
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 68
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 68
Abundance Scan 3045 (20.997 min): BM018858.D (-3041) (-) m/z 57.05 100.00%
57
5000 83
111

20.60 20.80 21.00 21.20 21.40
141169 211
N .-,.l'.i.e,....,....2????1.,...3.4?....4?1.‘.‘2.9,..‘.‘?‘9, m/z 71.05 73.12%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #110007: Ethanol, 2-(hexadecyloxy)-
57

5000
20.60 20.80 21.00 21.20 21.40

m/z 43.05 64 .47%

31

141 169196 224 255,55,

a L]

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #116748: Decane, 1,1'-oxybis-
85 LN I I B N I
20.60 20.80 21.00 21.20 21.40
5000 m/z 69.05 57 .50%
29 12 140
Il | 171 213 255
— AT
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester TR T T T
43 20.60 20.80 21.00 21.20 21.40
m/z 55.10 52.10%
69
5000
97
125
L] M 150183 204252
s B e e e B e B T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 20.60 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM021919\
Data File : BM018858.D

Aca On : 19 Feb 2019 15:58

Operator : JU/SJ

Sample : K1515-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 Heneicosane, 11-(1-ethylpro... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

22.84 2.22 ng 362183 Perylene-di12 23.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
4 Docosane., 1l1-butvl- 366 C26H54 013475-76-8 90
5 Octacosane 394 C28H58 000630-02-4 90

Abundance Scan 3358 (22.839 min): BM018858.D (-3354) (-) m/z 57.05 100.00%

85
5000

j 41169197225 267 22 60 22.80 23.00 23.20
|!11 (11109107225 267205325357385416 476503549 =090 gg 8o

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)-
43
71
5000

22.60 22.80 23.00 23.20
m/z 85.10 60 .54%

99127
II 155183 225253 295 337
. ,, L I o e o o e R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #142113: Heptadecane, 9-octyl-
57
_l_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—l_l_l_l'

22.60 22.80 23.00 23.20

5000 85 m/z 43.05 53.75%
113 239
Jj 141169197 “7¥ 267294323352
i A EE i B T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #123100: Pentadecane, 8-heptyl- e e e
57 22. 60 22. 80 23. 00 23 20

m/z 69.05 23.26%

5000 85
2 J 113 210
| [1°141169 <7 239266 309

Il

m/z--> 50 100 150 200 250 300 350 400 450 500 550 22. 60 22. 80 23. 00 23 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM021919\
Data File : BM018858.D

Acq On : 19 Feb 2019 15:58

Operator : JU/SJ

Sample : K1515-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.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... 4.86 3.2 ng 269018 1 7.70 1698520 20.0
unknown? .24 7.24 89.2 ng 7571890 1 7.70 1698520 20.0
n-Hexadecanoic acid 17.99 3.0 ng 534314 4 17.10 3500720 20.0
Ethanol, 2-(hexad... 21.00 3.1 ng 609915 5 21.30 3957960 20.0
Heneicosane, 11-(... 22.84 2.2 ng 362183 6 23.55 3261700 20.0
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