LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108130.D

Acq On : 13 Aug 2018 21:37

Operator : JU/SJ

Sample : J4442-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_F\METHODS\8270-BF080818_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 height area % max. total
1 5.260 492 497 504 rVB 667436 762281 19.40% 2.155%
2 5.649 558 563 566 rBV 4171340 3795052 96.61% 10.731%
3 6.637 726 731 735 rBV 3756417 3928332 100.00% 11.107%
4 6.790 753 757 761 rBvV 3951284 3876717 98.69% 10.961%
5 7.025 793 797 800 rBV 1353185 1075056 27.37% 3.040%
6 7.178 819 823 827 rBvV 3212854 2905246 73.96% 8.215%
7 7.584 887 892 895 rBvV 2772119 2366934 60.25% 6.693%
8 8.307 1011 1015 1018 rBV 1608954 1261795 32.12% 3.568%
9 9.384 1193 1198 1201 rBV 4194154 3648143 92.87% 10.315%
10 9.772 1260 1264 1267 rBV 333077 253479 6.45% 0.717%

11 10.072 1311 1315 1319 rBV 1481552 1248707 31.79% 3.531%
12 10.866 1446 1450 1463 rBV 2447584 2112517 53.78% 5.973%
13 11.572 1566 1570 1573 rBV 1507582 1250747 31.84% 3.537%
14 13.025 1811 1817 1822 rBV3 54536 106546 2.71% 0.301%
15 13.160 1836 1840 1843 rBV 4130997 3617426 92.09% 10.228%

16 13.372 1873 1876 1880 rBV 48642 47797 1.22% 0.135%
17 13.713 1931 1934 1937 rBV2 75122 62765 1.60% 0.177%
18 14.060 1987 1993 2005 rBv4 132425 402349 10.24% 1.138%
19 14.230 2018 2022 2026 rBV 1332354 1169017 29.76% 3.305%
20 14.360 2041 2044 2047 rBV 122724 120685 3.07% 0.341%

21 14.671 2094 2097 2102 rBV 150596 138721 3.53% 0.392%
22 15.007 2151 2154 2159 rVB 157795 168889 4_30% 0.478%

23 15.377 2213 2217 2222 rVB 146596 182137 4.64% 0.515%
24 15.807 2285 2290 2296 rVB 599242 865364 22.03% 2.447%

Sum of corrected areas: 35366702
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108130.D

Acq On : 13 Aug 2018 21:37

Operator : JUu/SJ

Sample : J4442-01

Misc :

ALS Vial :© 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA_F\METHODS\8270-BF080818 .M

Quant Method
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title ;
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF108130.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108130.D

Acq On : 13 Aug 2018 21:37

Operator : JU/SJ

Sample : J4442-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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.

5.26 14.18 ng 762281 1,4-Dichlorobenzene-d4 7.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 497 (5.260 min): BF108130.D (-492) (-) m/z 43.10 100.00%
a3
5000 59
101 R R LS IR L
5.00 520 5.40 5.60
o Bl Sl e 8 | 77759710 50.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L RN IR LA IR
%9 500 520 540 5.60
m/z 101.10 15.59%
o 25 3t 37 , 83 o3 M
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl-
59
500 520 540 560
5000 m/z 58.10 15.10%
a1 101
NN N = Y AN SN A
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- T
59 5.00 520 5.40 5.60
m/z 41.10 8.25%
5000 41
31
| © g
0..,.%5..,....,....,....,.5:.3..,....,....,....,...g?,....,.
m/z--> 10 20 30 40 50 60 70 8 90 100 110 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108130.D

Acq On : 13 Aug 2018 21:37

Operator : JU/SJ

Sample : J4442-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 unknown6.79 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.79 72.12 ng 3876720 1,4-Dichlorobenzene-d4 7.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
3 (5-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
Abundance Scan 757 (6.790 min): BF108130.D (-753) (-) m/z 132.00 100.00%
32
5000 68
6 D R R RN
75 104 6.40 6.60 6.80 7.00 7.20
o.,....,....!'!.‘.‘?,...., !!I.',....,..?‘?,...'.,....,.1.1?.,...., | N m/z 68.10 48.27%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 BRI I UL RN
6.40 6.60 6.80 7.00 7.20
78 m/z 134.00 32.71%
31 a4 51
0'I”'WL”WP!“I”"P'JI”'W'”'P"W'”'P'”I'“'Ih”l“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine

132

6.40 6.60 6.80 7.00 7.20

5000 m/z 66.10 31.60%
33 44 o g7 105
78
. e e || us
B A e e RARRE Ruaas e SR ARE S S
m/z--> 20 30 40 50 60 70 80 9 100 110 120 130 140 A
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile A e e
132 6.40 6.60 6.80 7.00 7.20
m/z 69.10 19.54%
5000
92
105
ooz P Sl owo | W L
m/z--> 20 30 40 50 60 70 80 9 100 110 120 130 140 640 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108130.D

Acq On : 13 Aug 2018 21:37

Operator : JU/SJ

Sample : J4442-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Z-12-Pentacosene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.06 6.88ng 402349  Chrysene-di2 14.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Z-12-Pentacosene 350 C25H50 1000131-09-4 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95

3 1-Heneicosyl formate
4 1-Heneicosanol
5 Trifluoroacetoxy hexadecane

340 C22H4402
312 C21H440
338 C18H33F302

077899-03-7 94
015594-90-8 93
006222-03-3 93

Abundance

83

5000

Scan 1993 (14.060 min): BF108130.D (-1987) (-)

199 223243263 2g9309 350

m/z 57.10 100.00%

13.80 14.00 14.20 14.40

0! m/z 55.10 96.36%
m/z--> 50 100 150 200 250 300 350
Abundance #184195: Z-12-Pentacosene
43
5000 LA IL L L L L B L LB L
13 80 14. 00 14. 20 14. 40
350 m/z 43.10 95.06%
o | 158 181 208 236 257 290 322 |
Tt e T T T
m/z--> 50 150 200 250 300 350
Abundance #131391: n-Nonadecanol-1
55 83
T
13.80 14.00 14.20 14.40
5000 111 m/z 83.10 78.60%
29
ol {l L Llﬁg 168 106 238 266
— e
m/z--> 50 100 150 200 250 300 350
Abundance #177132: 1-Heneicosyl formate T
57 83 13.80 14.00 14.20 14.40
m/z 97.10 71.13%
5000 111
0 | J’ NP 167 196 20 266 294 apo3ap
e I e e L B e e o e o e e B T
m/z--> 50 100 150 200 250 300 350 13 80 14. 00 14. 20 14. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108130.D

Acq On : 13 Aug 2018 21:37

Operator : JU/SJ

Sample : J4442-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Tetratetracontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .36 2.06 ng 120685 Chrysene-di12 14.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 87
2 Tetracosane 338 C24H50 000646-31-1 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Octadecane 254 C18H38 000593-45-3 83
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 83

Abundance Scan 2044 (14.360 min): BF108130.D (-2041) (-) m/z 57.10 100.00%

5000

14.00 14.20 14.40 14.60
m/z 43.10 62.46%

141 181

o 239 284315350 401

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane

5000 Sl
14.00 14.20 14.40 14.60

m/z 71.10 55.93%

141 183 225 267 309 351 393 435 491 535 574 617

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #175557: Tetracosane
517
DU BAUNAEEE
14.00 14.20 14.40 14.60
5000 m/z 85.10 43.27%

99
26 ] | 141 183 225 267 338

T M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane R B e
57 14.00 14.20 14.40 14.60
m/z 41.10 23.83%
5000
99
N [, 141 183 225 267 309 367
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14. 00 14. 20 14. 40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108130.D

Acq On : 13 Aug 2018 21:37

Operator : JU/SJ

Sample : J4442-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .67 2.37 ng 138721 Chrysene-di12 14.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 86
2 Tetracosane 338 C24H50 000646-31-1 86
3 Tridecane, 7-propyl- 226 C16H34 055045-09-5 86
4 Heptadecane 240 C17H36 000629-78-7 86
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 86

Abundance Scan 2097 (14.671 min): BF108130.D (-2094) (-) m/z 57.10 100.00%

7

5000

14.40 14.60 14.80 15.00

113 141 168 201 233 259279 304324 353 378 403

o m/z 43.10 71.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 LA L L L L L LB LB
14.40 14.60 14.80 15.00
29 m/z 71.10 59.16%
o ‘ I 1 i J ] ,1§1‘169 197 225 253 296
L o e ., T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #175559: Tetracosane
57
R R EREEE S R
85 14.40 14.60 14.80 15.00
5000 m/z 85.10 45 .37%
29 ‘ 113
141
ol y ..ﬂ Lty 10 19r 225 263 3B
m/z--> 50 100 150 200 250 300 350 400
Abundance #83029: Tridecane, 7-propyl- N B E e
43 14.40 14.60 14.80 15.00
m/z 41.10 27.78%
71
5000
140
99 183
oV I N PR N — e —
m/z--> 50 100 150 200 250 300 350 400 14.40 14 60 14. 80 15. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108130.D

Acq On : 13 Aug 2018 21:37

Operator : JU/SJ

Sample : J4442-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Docosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.01 2.89 ng 168889 Chrysene-di12 14.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 91
2 Tricosane 324 C23H48 000638-67-5 87
3 Heneicosane, 1ll-pentyl- 366 C26H54 014739-72-1 83
4 Octacosane 394 C28H58 000630-02-4 83
5 Tetracosane 338 C24H50 000646-31-1 83
Abundance Scan 2155 (15.013 min): BF108130.D (-2151) (-) m/z 57.10 100.00%
57
5000 85
U3 11 104 s1e seesssoaos 338 av6 a0 || 1460 1480 1500 1520 15.40
oL Ll o 203100 214 242202062304 336, 376400 | 00Tt I0 65, 56%
m/z--> 50 1 150 200 250 300 350 400
Abundance #153222: Docosane
57
5000 85 AR DU B B B

14.60 14.80 15.00 15.20 15.40
m/z 43.10 60.86%

29 113

oL | | 170,141 169 197 225 253 281 310
e
m/z--> 50 100 150 200 250 300 350 400
Abundance #164578: Tricosane
57
s R e S
14.60 14.80 15.00 15.20 15.40
5000 85 m/z 85.10 50.75%
113 324
ol bl [T 150 107, 239 267 05
— e —— e
m/z--> 50 100 150 200 250 300 350 400
Abundance #194505: Heneicosane, 11-pentyl- B Ea
43 14.60 14.80 15.00 15.20 15.40
m/z 55.10 18.36%
71
5000
224
99 295
oLl L 127 155 183 | 253 “° 323 364
— T T s R e S
m/z--> 50 100 150 200 250 300 350 400 14. 60 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108130.D

Acq On : 13 Aug 2018 21:37

Operator : JU/SJ

Sample : J4442-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 8 Docosane, 11-butyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.38 4.21 ng 182137 Perylene-di12 15.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane, 1ll-butyl- 366 C26H54 013475-76-8 94
2 Pentacosane 352 C25H52 000629-99-2 93
3 Heptacosane 380 C27H56 000593-49-7 90
4 Hexacosane 366 C26H54 000630-01-3 87
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 87
Abundance Scan 2217 (15.377 min): BF108130.D (-2213) (-) m/z 57.10 100.00%
57
5000 85
113 15.00 1520 15.40 15.60
141
oL Al 07162183205228 269 294318 392375 4171 nyz  43.10  69.07%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194500: Docosane, 11-butyl-
57
5000 85 R U SR B R B
15.00 15.20 15.40 15.60
m/z 71.10 56.40%
ol 34, ﬂ113 141 169 210 239 267 309 336 366
m/z--> éo 100 1éo 260 250 300 350 400
Abundance #185533: Pentacosane
57
15.00 1520 15.40 15.60
5000 85 m/z 85.10 44 .88%
113
ol 20 Ly M 169, 211 239 267 295 323 352
m/z--> 50 100 150 260 250 300 350 400
Abundance #202661: Heptacosane R ma e AR
57 15.00 15.20 15.40 15.60
m/z 55.10 26.54%
5000 85
29 113 141
0 L) Ty 169 197 225 253 281 309 337 380
m/z--> 50 100 150 2(')0 250 300 350 400 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108130.D

Acq On : 13 Aug 2018 21:37

Operator : JU/SJ

Sample : J4442-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.26 14.2 ng 762281 1 7.02 1075060 20.0
unknown6.79 6.79 72.1 ng 3876720 1 7.02 1075060 20.0
Z-12-Pentacosene 14.06 6.9 ng 402349 5 14.23 1169020 20.0
Tetratetracontane 14_.36 2.1 ng 120685 5 14.23 1169020 20.0
Heneicosane 14.67 2.4 ng 138721 5 14.23 1169020 20.0
Docosane 15.01 2.9 ng 168889 5 14.23 1169020 20.0
Docosane, 11-butyl- 15.38 4.2 ng 182137 6 15.81 865364 20.0
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