LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM111018\

Data File : BM017603.D

Aca On : 09 Nov 2018 22:12 Instrument :

Operator : MJ/SJ Eﬁgﬁgam|em-

agmple : J5877-03 539410L£DH41
isc :

ALS Vial : 14 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 4.799 303 308 315 rBV 204876 288174 2.33% 0.339%
2 5.246 377 384 395 rBVY 5025086 7492120 60.69% 8.814%
3 6.810 642 650 667 rBY 5167396 8645336 70.03% 10.171%
4 7.157 701 709 720 rBVY 5376842 8348715 67.63% 9.822%
5 7.616 780 787 795 rBV 816387 1300974 10.54% 1.531%

7.934 833 841 849 rBV 3539424 5673292 45.96% 6.674%
8.775 975 984 997 rBV 3067381 5109854 41.39% 6.012%
934735 1769560 14.33% 2.082%
12.875 1674 1681 1697 rBV 5655572 8683669 70.34% 10.216%
13.739 1821 1828 1841 rBV 182406 338839 2.74% 0.399%
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11 14.263 1910 1917 1933 rBV2 1463433 2327103 18.85% 2.738%
12 15.763 2165 2172 2191 rBV 5829857 8361922 67.74% 9.837%
13 17.015 2379 2385 2402 rBV2 1741173 2820240 22.85% 3.318%
14 17.927 2535 2540 2556 rBV 655785 971688 7.87% 1.143%
15 19.209 2754 2758 2768 rBV 204967 321960 2.61% 0.379%

16 19.480 2799 2804 2811 rBV 227608 351423 2.85% 0.413%
17 19.657 2828 2834 2843 rBV 9915674 12344963 100.00% 14.523%
18 20.939 3047 3052 3069 rBV 1027717 1638762 13.27% 1.928%
19 21.215 3094 3099 3112 rBV 2653700 3611699 29.26% 4.249%
20 23.409 3466 3472 3486 rVB2 1620063 3221988 26.10% 3.791%

21 24.021 3571 3576 3588 rVB4 228726 537994 4_36% 0.633%
22 25.785 3871 3876 3886 rVB6 333627 840301 6.81% 0.989%

Sum of corrected areas: 85000576
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LSC Report - Integrated Chromatogram

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

Data File : BM017603.D

Aca On : 09 Nov 2018 22:12

Operator : MJ/SJ

ﬁ?ggle i J5877-03 SSSI-1107-S-DH-11
ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM101718.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM017603.D
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1966

8000000

6000000 12.87 15.76

4000000

2000000 14.26 17.02

17.93
13.74 19.219.4

e £ e L L mamam s S SERE MLEAA RS

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: BM017603.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM111018\

Data File : BM017603.D

Aca On : 09 Nov 2018 22:12

Operator : MJ/SJ

ﬁ?ggle i J5877-03 SSSI-1107-S-DH-11
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM101718_M
Quant Title : 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.80 4.43 ng 288174 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 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 308 (4.799 min): BM017603.D (-303) (-) m/z 43.00 100.00%
43
59
5000
e 440 450 450 500 520
o....,....',':..~:|,....,8.3...-,|....,....,....,....,....,?97.. m/z 59.10 56.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 USRS S U
440 4.60 4.80 5.00 5.20
m/z 101.10 19.87%
31 g3 101
It A L R o e B S s
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3955: 2,3-Butanedione, monooxime
43
440 460 4.80 500 5.20
5000 m/z 58.05 14.63%
101
15 31 | e 86
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester T[T Tt
59 440 4.60 4.80 5.00 5.20
m/z 41.05 9.10%
5000 41
0 Ml |7 126 142
m/z--> 20 40 60 80 100 120 140 160 180 200 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM111018\

Data File : BM017603.D

Aca On : 09 Nov 2018 22:12

Operator : MJ/SJ

ﬁ?ggle i J5877-03 SSSI-1107-S-DH-11
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM101718_M
Quant Title : 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 2 unknown7.16 Concentration Rank 1

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

7.16 128.35 ng 8348720 1,4-Dichlorobenzene-d4 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 709 (7.157 min): BM017603.D (-701) (-) m/z 132.00 100.00%
32
5000 68
40 ‘ 75 % 6.80 7.00 7.20 7.40
103 . ) . )
o..,....,....,...:,“.'.‘.‘?," Shdl ot 87 8L m/z 68.10 43.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
5000 5 SNARRARARAS AR RARRS B
6.80 7.00 7.20 7.40
31 70 m/z 134.00 32.77%
. 4451 €0 | 77 g5 | 105 116
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132
SR N R I
6.80 7.00 7.20 7.40
5000 m/z 66.10 29.42%
J 15 28 39 s2 O 77 90 104 4
s B 3 4o B e To 8 o 100 130 130 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine R e
132 6.80 7.00 7.20 7.40
m/z 69.10 18.13%
5000
33 a4 o 97 105
0 "P"'I""IJ"W""?%"ﬁ?"'l"Tfl'ﬁql"'Ll"J' }%ql""l""" SR N R I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM111018\

Data File : BM017603.D

Aca On : 09 Nov 2018 22:12

Operator : MJ/SJ

ﬁ?ggle i J5877-03 SSSI-1107-S-DH-11
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM101718_M
Quant Title : 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 4 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.93 6.89 ng 971688 Phenanthrene-d10 17.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 95
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 80
5 Dodecanoic acid 200 C12H2402 000143-07-7 52

Abundance Scan 2540 (17.927 min): BM017603.D (-2535) (-) m/z 73.00 100.00%

o,....|, m/z 43.05 98.03%

m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280
#92228: n-Hexadecanoic acid

Abundance
43 73

50001 29 256 L L L B B S BB R R |

17. 60 17. 80 18 00 18.20

m/z 60.00 85.74%

21
l‘ i 143157171185199
BARRREES:
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid
73

|
5000
129
97 213 S EBLAREERRRE SRR EEL
US| 143157171185 o0 | 207 256 - 17160 17.80 18.00 18.20

o

17.60 17.80 18.00 18.20
5000 129 m/z 41.05 84 .68%
185 228
| ﬁ 01115 | 143,c5171 ‘ 199513 ‘
OI""I""I"U e H‘ H‘ b et e e
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280
Abundance #65565: Tridecanoic acid T R

78 17.60 17.80 18.00 18.20
m/z 57.10  77.80%

43 ¢
5000 129
29
143157 214
04

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 60 17. 80 18 00 18. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM111018\

Data File : BM017603.D

Aca On : 09 Nov 2018 22:12

Operator : MJ/SJ

ﬁ?ggle i J5877-03 SSSI-1107-S-DH-11
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM101718_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 5 Dichloroacetic acid, heptad... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.94 9.07 ng 1638760 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 94
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
3 1-Heneicosvl formate 340 C22H4402 077899-03-7 91
4 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 91
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
Abundance Scan 3052 (20.939 min): BM017603.D (-3047) (-) m/z 57.05 100.00%

I3

7 83
5000

139 157

20 60 20. 80 21. OO 21. 20
208 281
- 252 308 357 401 429 m/z 43.10 99 .23%

m/z--> 50 100 150 200 250 300 350 400
Abundance #146886: Dichloroacetic acid, heptadecy! ester
57 83
5000

20.60 20.80 21.00 21.20

29 m/z 55.05 96.97%
0 210 238 266 295
m/z--> 50 100 150 200 250 300 350 400
Abundance #152927: Trichloroacetic acid, hexadecy! ester
3
69 T
97 20.60 20.80 21.00 21.20
5000 m/z 83.10 85.67%
125
0 l l J i Il t I1§3 196 224
- I 11T I —r T I T T 17T I L I T T 1 T I L I T T 1 T I T T 1 T
m/z--> 50 100 150 200 250 300 350 400
Abundance #137330: 1-Heneicosyl formate SRR EEEmEREE
57 83 20 60 20. 80 21. OO 21. 20

m/z 69.10 79 .86%

5000 111
0 J ‘ J J \13|911§7 196 222 266 294 322

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\HPCHEM1\BNA M\DATA\BM111018\

Data File : BM017603.D

Aca On : 09 Nov 2018 22:12

Operator : MJ/SJ

ﬁ?ggle i J5877-03 SSSI-1107-S-DH-11
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM101718_M
Quant Title : 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 6 1-Nonadecene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24 .02 3.34 ng 537994 Perylene-d12 23.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 90
2 Cvclotetracosane 336 C24H48 000297-03-0 76
3 4-Methvl-E-9-octadecene 266 C19H38 1000130-87-1 70
4 17-Pentatriacontene 491 C35H70 006971-40-0 70
5 1-Octadecanol 270 C18H380 000112-92-5 64
Abundance Scan 3576 (24.021 min): BM017603.D (-3571) (-) m/z 57.10 100.00%
57 97
f25 208 A A SRS SO I
153 265 401429 23.80 24.00 24.20 24.40
ob AL 444 ,.4§Q=J. 236200 290327356 ANAS 40 849 sz 97.05  89.61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #98169: 1-Nonadecene
57 |97
5000
29 - 23.80 24.00 24.20 24.40
266 m/z 43.05 89.19%
. 1 f53181210238 [
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #135652: Cyclotetracosane
48
83
23.|80 24.'00 24.'20 24.'40
5000 m/z 55.10 80.47%
11
o J‘ [ l (139167196224 265 308336
m/z--> 6 55 160 1%0 200 250 300 3%0 460 4%0 560 séo
Abundance #98176: 4-Methyl-E-9-octadecene T e
48 23.80 24.00 24.20 24.40
m/z 83.10 79.35%
83
5000 266
11
} {39167 21023‘8
O L e B B = = SN R S R
m/z--> c') 5'0 1(')0 1&1;0 200 250 300 3&1,0 4(')0 4&1;0 5(')0 5&'30 23. 80 24 00 24 20 24. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM111018\

Data File : BM017603.D

Aca On : 09 Nov 2018 22:12

Operator : MJ/SJ

ﬁ?ggle i J5877-03 SSSI-1107-S-DH-11
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM101718_M
Quant Title : 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 Naphthalene, 1,2,3,5,6,7,8,... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
25.79 5.22 ng 840301 Perylene-di12 23.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.5.6.7.8.8a-oc... 204 C15H24 004630-07-3 62
2 2H-Cvclopentacvclooctene. 4.5.6.... 204 C15H24 1000221-85-8 47
3 1.2.4.8-Tetramethvlbicvclol6.3.0... 204 C15H24 137235-51-9 46
4 1H-Cvcloproplelazulene. la.2.3.4... 204 C15H24 000489-40-7 46
5 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1000140-07-7 46
Abundance Scan 3877 (25.791 min): BM017603.D (-3871) (-) m/z 204.20 100.00%
204
69 133
5000 301
41 269
161
241 355 393 425 490 549 25.40 25.60 25.80 26.00 26.20
0 m/z 133.00 63.24%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #58892: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-dimet...
161 204
41
5000 9 107135 AR AR AR BRI

25 40 25. 60 25. 80 26 00 26. 20
m/z 69.05 59.22%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #58786: 2H-Cyclopentacyclooctene, 4,5,6,7,8,9-hexahydro-1,...
133 204

a1 25 40 25. 60 25. 80 26 00 26.20
5000 161 m/z 135.05 57.59%
91
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #58723: 1,2,4,8-TetramethyIbicyclo[6.3.0]undeca-2,4-diene T
204 25 40 25. 60 25. 80 26 00 26. 20

m/z 121.00 52 .37%

108
5000 161
4 g LM%
JJ 1% {

ol ...,”..“...“......w...w...w...w..”,..”,. Sttt o A

m/z--> 50 100 150 200 250 300 350 400 450 500 550 25 40 25. 60 25. 80 26 00 26. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM111018\

Data File : BM017603.D

Acq On : 09 Nov 2018 22:12

Operator : MJ/SJ

3?22'6 i J5877-03 SSSI-1107-S-DH-11
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_M
Quant Title : 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 4.4 ng 288174 1 7.62 1300970 20.0
unknown7 .16 7.16 128.3 ng 8348720 1 7.62 1300970 20.0
n-Hexadecanoic acid 17.93 6.9 ng 971688 4 17.02 2820240 20.0
Dichloroacetic ac... 20.94 9.1 ng 1638760 5 21.22 3611700 20.0
1-Nonadecene 24.02 3.3 ng 537994 6 23.41 3221990 20.0
Naphthalene, 1,2,... 25.79 5.2 ng 840301 6 23.41 3221990 20.0
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