LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121618\
Data File : BM018221.D
Aca On : 16 Dec 2018 11:48 Instrument :
Operator : JU/SJ EFAﬁg el

- _ lentosampleld :
a?zgle : J6377-12 P001-SD004-0612-01
ALS Vial : 3 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-BM121518 .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 4.693 302 307 314 rBV 94187 128946 2.17% 0.315%
2 5.128 375 381 394 rBVY 2610121 3761875 63.38% 9.194%
3 6.698 640 648 661 rBY 2547354 4217694 71.06% 10.308%
4 7.040 698 706 720 rBVY 2757903 4187760 70.56% 10.235%
5 7.498 777 784 794 rVB 467295 730290 12.30% 1.785%

7.810 830 837 846 rBV 2043625 3153914 53.14% 7.708%
8.657 972 981 995 rBV 1471754 2475156 41.70% 6.049%
10.263 1246 1254 1272 rBV 479769 948089 15.97% 2.317%
12.763 1672 1679 1692 rBV 3668562 5459441 91.98% 13.343%
13.639 1821 1828 1840 rBV 104260 204576 3.45% 0.500%

=
QO ~NO®

11 14.157 1909 1916 1928 rBV3 761021 1199281 20.21% 2.931%
12 15.663 2165 2172 2193 rBV 2565381 3887738 65.50% 9.502%
13 16.921 2380 2386 2403 rBV2 780666 1268697 21.38% 3.101%
14 17.833 2536 2541 2552 rBV 157579 259884 4._.38% 0.635%
15 19.127 2757 2761 2768 rBV3 49281 84136 1.42% 0.206%

16 19.574 2831 2837 2844 rBV 4863913 5935423 100.00% 14.506%
17 20.862 3052 3056 3063 rBV 171825 231964 3.91% 0.567%
18 21.139 3098 3103 3115 rBV 904270 1281289 21.59% 3.131%
19 21.721 3199 3202 3205 rBV3 81909 109305 1.84% 0.267%
20 22.650 3357 3360 3364 rVB 124708 156780 2.64% 0.383%

21 23.297 3465 3470 3483 rVB 649751 1234328 20.80% 3.017%

Sum of corrected areas: 40916566
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121618\

Data File : BM018221.D

Aca On : 16 Dec 2018 11:48

Operator : JU/SJ

ﬁ?gg le J6377-12 P001-SD004-0612-01
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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: BM018221.D

4000000

3000000
5.13 6.70 7.04

7.81
2000000

1000000
7.50 10.26

4.69

e L L

T T
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM018221.D

19,57

4000000
12.76

3000000
15.66

2000000

1000000 14.16 16.92

13.64 17.83 19.13
o et GG | S NS S | SEE A AL L

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
Abundance TIC: BM018221.D

4000000
3000000

2000000

1000000
20.86 21.72 22.65 o
LA

T

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 2500 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\HPCHEM1\BNA M\DATA\BM121618\

Data File : BM018221.D

Aca On : 16 Dec 2018 11:48

Operator : JU/SJ

3?22 le J6377-12 P001-SD004-0612-01
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 5

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

4.69 3.53 ng 128946 1,4-Dichlorobenzene-d4 7.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 43
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 40
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 37
5 3-Heptanol, 4-methyl- 130 C8H180 014979-39-6 33

Abundance Scan 307 (4.693 min): BM018221.D (-302) (-) m/z 42.95 100.00%
43
59
5000
101
e e e e e
83 440 4.60 4.80 5.00
0 ..,....,....,....','!:..?1..-:-];....,.7?..,.-...,...!,...., m/z 59.10 74.95%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L L L I
59 440 460 480 5.00
m/z 101.10 33.08%
o 25 3t 37 , 83 g3
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance #4036: Butyl aldoxime, 3-methyl-, syn-
59
" 440 460 480 500
5000 m/z 58.10 18.76%
86
0 | 51 iy ?\9 ‘ 101
LN SURLELN SURL BRI SURILELS SURLLILN IR UL DU SUR LS SURIL S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8126: 2-Hexanol, 2-methyl- e
59 4.40 4.60 4.80 5.00
m/z 41.10 12.13%
5000
43 101
31
o 25l [l sl e ® |
m/z--> 10 20 30 40 50 60 70 80 90 100 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121618\

Data File : BM018221.D

Aca On : 16 Dec 2018 11:48

Operator : JU/SJ

3?22 le J6377-12 P001-SD004-0612-01
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 unknown7.04 Concentration Rank 1

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

7.04 114.69 ng 4187760 1,4-Dichlorobenzene-d4 7.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 706 (7.040 min): BM018221.D (-698) (-) m/z 132.00 100.00%
132
5000 68
40 % 680 7.00 7.20 7.40
54 . . . .
0 & 115 207 m/z 68.10 43.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S NARAE A RS R
6.80 7.00 7.20 7.40
31 m/z 134.00 32.78%
0 | oy || o )
L I I S W L L I B M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132
" '6.80 7.00 7.20 7.40
5000 m/z 66.10 28.87%
15 28 39 52 O 77 90 104,45 |
B S N A 1 ) A AP aEp R
Abundance #13679: 5-Fluoro-2-chloropyrimidine e e
132 6.80 7.00 7.20 7.40
m/z 69.10 18.62%
5000
33 44 105
0 ”'I'”MI"EQ'J”%{'”MJh”l"“ [rrrrprrrrprrr e R UL UL 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\HPCHEM1\BNA M\DATA\BM121618\

Data File : BM018221.D

Aca On : 16 Dec 2018 11:48

Operator : JU/SJ

3?22 le J6377-12 P001-SD004-0612-01
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 3
R.T. EstConc Area Relative to ISTD R.T.
17.83 4.10 ng 259884 Phenanthrene-d10 16.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 53

Abundance Scan 2540 (17.827 min): BM018221.D (-2536) (-) m/z 73.00 100.00%

5000
213 e e e e
143157171185 o9 17.60 17.80 18.00 18.20
o] m/z 43.10 71.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 73
5000
17.60 17.80 18.00 18.20
m/z 60.10 70.23%
129 256
0 AL Al %91%15 143157 171 185 199 213 227 242
Ty |'“'w'“|“'w'”"""“"'“ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65562: Tridecanoic acid
43 60 73
TR P
17.60 17.80 18.00 18.20
5000 m/z 55.10 64 .35%
29
129
Lt i P
I A - o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83686: Pentadecanoic acid
43 60 73 17.60 17.80 18.00 18.20
m/z 41.05 61.79%
5000

“ —r U;\ : 'Hw Eaa
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.60 17.80 18.00 18.20

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121618\

Data File : BM018221.D

Aca On : 16 Dec 2018 11:48

Operator : JU/SJ

3?22 le J6377-12 P001-SD004-0612-01
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.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 1-Nonadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.86 3.62 ng 231964 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 90
2 l1-Hexadecanol. 2-methvl- 256 C17H360 002490-48-4 87
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 81
4 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 74
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 74
Abundance Scan 3056 (20.862 min): BM018221.D (-3052) (-) m/z 57.05 100.00%
57
83
5000
111
139 168 210 281 20.60 20.80 21.00 21.20
ot i g 249 35 O 'm/z 43.05 74.38%
m/z--> 50 100 150 200 250 300 350 400
Abundance #98169: 1-Nonadecene
87 83
5000 111 frrprrrryrrrrprrrrrrm
29 mmmmmmmm
266 m/z 83.05 72.88%
0 L ] ﬁ ,167 196 238
mz> 50 '100””15'30”"2c')o'"'256"':«;(')6”'3&1,6”'460””
Abundance #92325: 1-Hexadecanol, 2-methyl-
57
20.60 20.80 21.00 21.20
5000 83 m/z 69.10 70.74%
29
111
o L \l‘hl§9 168 210 238
m/z--> 50 160 1%0 260 250 360 3%0 460
Abundance #93396: Ethanol, 2-(tetradecyloxy)- AR Bame e
57 20.60 20.80 21.00 21.20
m/z 71.05 67.11%
83
5000
29 111
139 168 196 997 258
0‘
m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM121618\
Data File : BM018221.D

Aca On : 16 Dec 2018 11:48

Operator : JU/SJ

Sample : J6377-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
22 .65 2.54 ng 156780 Perylene-d12 23.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 94
2 Eilcosane 282 C20H42 000112-95-8 87
3 Eicosane. 2-methvl- 296 C21H44 001560-84-5 80
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 74
5 Octacosane 394 C28H58 000630-02-4 74
Abundance Scan 3360 (22.650 min): BM018221.D (-3357) (-) m/z 57.10 100.00%
57
85
5000
(10101169107 225 2 0 gyrogg soraze  ape| | 2240 2260 2250 230
Ot A b B0 0 | 200 341909 401489 BB Tm/z 71.05  84.36%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane
57
85
5000 LR BRI BN BUUILN B
22. 40 22 60 22. 80 23. 00
m/z 85.10 65.40%
29 113
NIy ] | 141169197 225253 296
miz--> 0 §o 160 1éo 260 250 360 3éo 460 4éo
Abundance #107655: Eicosane
57
g5 2040 2260 2280 23.00
5000 m/z 43.10 56.76%
113
o LI 269 107 225 053 282
miz--> 0 §o 160 1%0 260 2%0 360 3%0 460 4éo
Abundance #115574: Eicosane, 2-methyl- R B R
57 22.40 22.60 22.80 23.00
m/z 41.05 24 _.97%
- nvrAHWMLAWWWJ«AWﬂMfMVWLNMW¢
85
29
o ‘ 1}3 141 ]_69 197 253 281
miz--> 0 §o 160 1éo 260 2%0 360 3éo 460 4éo ' 2240 2260 2280 2300
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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\BM121618\

BM018221.D

16 Dec 2018 11:48

Ju/sJ

J6377-12

3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

2-Pentanone, 4-hy...

unknown7 .04

n-Hexadecanoic acid

1-Nonadecene
Heneilcosane

8270-BM121518.M Tue Dec 18 13:23:02 2018

RT EstConc

4.69 3.5 ng
7.04 114.7 ng
17.83 4.1 ng
20.86 3.6 ng
22.65 2.5 ng

Units Response

128946
4187760
259884
231964
156780

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

730290 20.0
730290
1268700 20.0
1281290 20.0
1234330 20.0

1 7.50
4 16.92
5 21.14
6 23.30

P001-SD004-0612-01
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