LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001464.D

Aca On : 27 Dec 2019 18:14

Operator :© JU

Sample : K6437-08

Misc :

ALS Vial : 10 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 P\METHODS\8270-BP121919.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 5.587 590 595 612 rVB 81970 135664 14.23% 1.958%
2 6.205 694 700 713 rBV 465830 620311 65.06% 8.955%
3 7.752 956 963 979 rBV 519475 691406 72.51% 9.981%
4 7.928 987 993 1000 rBV 612273 706970 74.15% 10.206%
5 8.281 1048 1053 1060 rVB 127927 143133 15.01% 2.066%
6 8.522 1088 1094 1100 rBV 471655 551441 57.83% 7.961%
7 9.163 1197 1203 1223 rBvY 331071 437216 45.85% 6.312%
8 10.316 1394 1399 1407 rBV 121138 157614 16.53% 2.275%
9 12.098 1695 1702 1716 rBV 643572 807584 84.70% 11.658%
10 12.769 1811 1816 1823 rBvV 16893 26581 2.79% 0.384%

11 13.175 1880 1885 1898 rBV 149667 203807 21.37% 2.942%
12 14.475 2099 2106 2122 rBV 468166 639343 67.05% 9.230%
13 15.575 2288 2293 2302 rBV 182682 217868 22.85% 3.145%
14 16.463 2440 2444 2458 rBV3 23272 38331 4.02% 0.553%
15 17.863 2676 2682 2691 rBV 837977 953492 100.00% 13.765%

16 19.163 2896 2903 2908 rvv7 12062 37711 3.96% 0.544%
17 19.222 2908 2913 2926 rVB 184864 232636 24.40% 3.358%
18 19.510 2958 2962 2966 rBvV2 9074 10455 1.10% 0.151%
19 19.898 3024 3028 3032 rBvV 12975 12959 1.36% 0.187%
20 20.274 3088 3092 3095 rVB 15216 16308 1.71% 0.235%
21 20.351 3102 3105 3111 rvB4 8774 12133 1.27% 0.175%
22 20.663 3154 3158 3162 rBV2 17139 20423 2.14% 0.295%
23 20.986 3207 3213 3224 rBV 126109 193330 20.28% 2.791%
24 21.098 3227 3232 3238 rVB2 15296 24265 2.54% 0.350%
25 21.586 3310 3315 3321 rBV2 13346 23004 2.41% 0.332%
26 22.145 3406 3410 3417 rVB5 6772 13103 1.37% 0.189%
Sum of corrected areas: 6927088
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001464.D

Aca On : 27 Dec 2019 18:14

Operator : JU

Sample : K6437-08

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEMI1\BNA P\METHODS\8270-BP121919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP001464.D
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8.00 8.50
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Abundance TIC: BP001464.D
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Abundance TIC: BP001464.D
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20.99

19/16 19.51 19.90 20@85 20.66 A&lo 21.59 22.14
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001464.D

Aca On : 27 Dec 2019 18:14

Operator :© JU

Sample - K6437-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP121919.M
Quant Title : 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.

559 18.96 ng 135664  1,4-Dichlorobenzene-da 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
-Hexanol . 2-methvl- 116 C7H160 000625-23-0 23
-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 17
.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 12
orpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

abrwNPE
ESNWNN

Abundance Scan 596 (5.593 min): BP001464.D (-590) (-) 42.95 100.00%

43.0
5000
101.0

5.20 5.40 5.60 5.80 6.00

Ol 1471 197.9243.6 2933 3694 4310 128 ' "m/z 59.00 58.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA LI L L L L L L L L

5.20 540 5.60 5.80 6.00
m/z 101.00 22.12%

101.0
N = o o S
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8358: 2-Hexanol, 2-methyl-
59.0
R Eaman e
5.20 5.40 5.60 5.80 6.00
5000 m/z 57.95 16.63%
101.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone P T
59.0 520 540 560 580 600
m/z 40.95 9.68%
5000
15.4
0 1 |

P
||||||||||||||||||||||||||||||||||||||||||||||||||||| LI L L L L L LB LB

m/z--> 0 50 100 150 200 250 300 350 400 450 500 520 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001464.D

Aca On : 27 Dec 2019 18:14

Operator :© JU

Sample - K6437-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP121919.M
Quant Title : 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 unknown7.93 Concentration Rank 1

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

7.93 98.79 ng 706970 1,4-Dichlorobenzene-d4 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
2 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 12
4 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 10
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 10

Abundance Scan 993 (7.928 min): BP001464.D (-987) (-) m/z 132.00 100.00%
130.0
5000 68.0
760 7.80 800 820
o 209.0 261.1304.1348.2390.7  466.1510.4 n/z 67.95 45 930
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14502: 1H-Benzimidazole, 2-methyl-
130.0
5000 A
7.60 7.80 8.00 8.20
m/z 66.00 39.66%
63.0
o e e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14132: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl-
56.0 132.0
760 7.80 800 820
5000 m/z 134.00 33.33%
Olﬁq'PLHW"”I'”'I”""” LU L S S
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- R e R
132.0 7.60 7.80 8.00 8.20
m/z 69.10 22.00%
5000
69.0
OI”'bJJ"H"'I'”' LD S DL L L S SN AN SRR RN
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001464.D

Aca On : 27 Dec 2019 18:14

Operator :© JU

Sample - K6437-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP121919.M
Quant Title : 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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.46 3.52 ng 38331 Phenanthrene-d10 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Octadecanoic acid 284 C18H3602 000057-11-4 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 83
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 2444 (16.463 min): BP001464.D (-2440) (-) m/z 60.00 100.00%
6d.
5000 129.1
213.2

d ﬁ?|%mmwmmw3%%m% 16.20 16.40 16.60 16.80

0 g L R e PP m/z 73.00 94 .30%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #107549: n-Hexadecanoic acid
60.(
5000 129.0
16.20 16.40 16.60 16.80
0
171.0213.0256.0 m/z 43.05 83.83%
Oty
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #131261: Octadecanoic acid
3.0

5

16.20 16.40 16.60 16.80
m/z 55.05  77.10%

5000
185.0 241.0284.0
Ot
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95851: Pentadecanoic acid
3.0 16.20 16.40 16.60 16.80
m/z 57.00 77.00%
5000
24 199.0242.0
Oty
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001464.D

Aca On : 27 Dec 2019 18:14

Operator :© JU

Sample - K6437-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP121919.M
Quant Title : 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 Cyclotetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.16 3.24 ng 37711 Chrysene-di12 19.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetracosane 336 C24H48 000297-03-0 94
2 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 94
3 1-Nonadecene 266 C19H38 018435-45-5 93
4 1-Docosene 308 C22H44 001599-67-3 91
5 Z-5-Nonadecene 266 C19H38 1000131-11-8 89
Abundance Scan 2903 (19.163 min): BP001464.D (-2896) (-) m/z 83.10 100.00%
83.1
41
5000
25.0
207.0 18.80 19.00 19.20 19.40
ol Addya L2783 33008743 448248045315 | n/7 55.00  96.89%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #174180: Cyclotetracosane
83.0
41
5000 336.0 SRR SN SN B B
18.80 19.00 19.20 19.40
25.0 m/z 43.05 88.11%
o | | 36702100 2190,
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #105686: 13-Tetradecen-1-ol acetate
43.0
97.0 18:80 19.00 19.20 19.40
5000 m/z 97.00 72 .55%
o 1} 1390 1940 254.0
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115906: 1-Nonadecene
430 97.0 18.80 19.00 19.20 19.40
m/z 41.00 71.98%
5000
o ﬁ39°182022402660
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 18.80 19.00 19,20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001464.D

Aca On : 27 Dec 2019 18:14

Operator :© JU

Sample - K6437-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP121919.M
Quant Title : 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 Disulfide, di-tert-dodecyl Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.66 2.11 ng 20423 Perylene-d12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Disulfide. di-tert-dodecvl 402 C24H50S2 027458-90-8 91
2 Tridecane. 1l-iodo- 310 C13H271 035599-77-0 86
3 Docosane 310 C22H46 000629-97-0 80
4 Tetracosane 338 C24H50 000646-31-1 80
5 Octacosane 394 C28H58 000630-02-4 80
Abundance Scan 3158 (20.663 min): BP001464.D (-3154) (-) m/z 57.05 100.00%
571.0
5000
141.0 20.40 20.60 20.80 21.00
199.0 2811
o,....,....l!.'l...,....i....,.-..l.,..3.4.1',‘??5?“3.-7‘?.29'.0,‘.‘7.‘?-9,?.39'.6,. m/z 43.10 86.27%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #213038: Disulfide, di-tert-dodecyl
57.0
5000 LA UL BRI UM IR
0.0 20.40 20.60 20.80 21.00
' m/z 71.00 62 .50%
169.0
o115, ] 2190 402.0
miz-> 0 50 160 150 200 250 300 350 400 450 500 550
Abundance #152416: Tridecane, 1-iodo-
57.0
20,40 20.60 20.80 21.00
5000 m/z 85.05 40.90%
9.0 183.0
0 ]‘ 1 141.0 310.0
mz-> 0 50 160 1éo 200 250 300 350 400 450 500 550
Abundance #153223: Docosane T T AR
57.0 20.40 20.60 20.80 21.00
m/z 54_.95 31.13%
5000
9.0
]]4?- 0183 0 239 o 310.0
miz-> 0 50 100 1éo 200 250 300 350 400 450 500 550 20.40 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001464.D

Aca On : 27 Dec 2019 18:14

Operator :© JU

Sample - K6437-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP121919.M
Quant Title : 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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.10 2.51 ng 24265 Perylene-d12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Dodecane. 2-methvl- 184 C13H28 001560-97-0 87
3 Heptacosane 380 C27H56 000593-49-7 87
4 Tetratetracontane 619 C44H90 007098-22-8 83
5 Octadecane 254 C18H38 000593-45-3 83
Abundance Scan 3232 (21.098 min): BP001464.D (-3227) (-) m/z 57.10 100.00%
51.
5000
RN A BRI B
141.1 208.0 20.80 21.00 21.20 21.40
281.9
Y — ...T,.J.M At ey 04209 S8BT | Tmzz  71.00  90.90%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129490: Eicosane
57.0
5000 UL T BN B
20.80 21.00 21.20 21.40
m/z 43.05 83.15%
N ]141 0183.0205.0 282.0
miz--> 6"'5'0"iéé"iéé"éod"ésé"éoc')"ééé"&éé"&éd"ééd"ééd
Abundance #48854: Dodecane, 2-methyl-
57.0
20.80 21.00 21.20 21.40
5000 m/z 85.00 57.82%
9.0141.0
oﬁ?ﬁ ,....xﬂw.l“%QQO.... .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane
57.0 20.80 21.00 21.20 21.40
m/z 41.00 32.94%
5000
0 0 1 141.0183. 0225 0267.0 323.0 380.0
m/z--> 6 55 160 1%0 200 250 300 3éo 400 4%0 560 séo 2080 2100 2120 2140
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001464.D

Aca On : 27 Dec 2019 18:14

Operator :© JU

Sample - K6437-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP121919.M
Quant Title : 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 Octadecane, l-iodo- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

21.59 2.38 ng 23004 Perylene-d12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Tricosane 324 C23H48 000638-67-5 90
4 Hentriacontane 437 C31H64 000630-04-6 90
5 Heptadecane, 3-methyl- 254 C18H38 006418-44-6 81

Abundance Scan 3316 (21.592 min): BP001464.D (-3310) (-) m/z 57.05 100.00%

57.0
5000

21.20 21.40 21.60 21.80 22.00

140.9
ﬂj 2210 2809 3550399 14442 491.0 5495

0...w..”,..” SNUSraruh AU M SR s a2 m/z 43.05 62.67%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202263: Octadecane, 1-iodo-
57.0
5000 LA L L L L L L L L LB
21 20 21. 40 21 60 21. 80 22. 00
9.0 253.0 m/z 71.10 61.73%
o om0 | 380.0
S L B i e o o o BB EEmE
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194494:; Hexacosane
57.0
T T T T
21.20 21.40 21.60 21.80 22.00
5000 m/z 85.00 51.95%

9.0
] }) | | 141.0183.0225.0267.0309.0 366.0

O B L B B e

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #164579: Tricosane e i e e
57.0 21.20 21.40 21.60 21.80 22.00
m/z 55.00 32.24%

5000
9.0
JJB | 200 1970 2530 0

O—— T m T T T T T R B
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21 20 21. 40 21 60 21. 80 22. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP122719\
Data File : BP001464.D

Acq On : 27 Dec 2019 18:14

Operator : JU

Sample - K6437-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP121919._M
Quant Title : 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... 5.59 19.0 ng 135664 1 8.28 143133 20.0
unknown7 .93 7.93 98.8 ng 706970 1 8.28 143133 20.0
n-Hexadecanoic acid 16.46 3.5 ng 38331 4 15.57 217868 20.0
Cyclotetracosane 19.16 3.2 ng 37711 5 19.22 232636 20.0
Disulfide, di-ter... 20.66 2.1 ng 20423 6 20.99 193330 20.0
Eicosane 21.10 2.5 ng 24265 6 20.99 193330 20.0
Octadecane, 1-iodo- 21.59 2.4 ng 23004 6 20.99 193330 20.0
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