LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092718\
Data File : BG037021.D

Aca On : 27 Sep 2018 19:14

Operator : JU/SJ

Sample : J5066-14

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 G\METHODS\8270-BG092018 .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 5.150 312 317 324 rBV 33519 55831 2.02% 0.345%
2 5.614 390 396 414 rBV 681616 1250295 45.15% 7.723%
3 7.200 659 666 687 rBV 678194 1411239 50.96% 8.717%
4 7.571 722 729 753 rBV 662649 1309269 47.28% 8.087%
5 8.041 803 809 827 rBV 142119 295066 10.66% 1.823%

8.364 855 864 882 rBV 483839 939186 33.92% 5.801%
9.204 999 1007 1026 rBV 399150 853631 30.83% 5.273%
10.843 1277 1286 1302 rBV 183287 381541 13.78% 2.357%
13.287 1695 1702 1717 rBV 1023515 1710977 61.79% 10.568%
14.110 1836 1842 1856 rBV 223402 371465 13.41% 2.294%

=
QO ~NO®

11 14.668 1930 1937 1954 rBvV2 301579 523455 18.90% 3.233%
12 16.155 2183 2190 2205 rBV 887645 1513287 54.65% 9.347%
13 17.412 2396 2404 2420 rBV 406097 693482 25.04% 4.283%
14 18.293 2550 2554 2564 rBV3 30428 62756 2.27% 0.388%
15 20.015 2841 2847 2861 rBV 1922769 2769087 100.00% 17.104%

16 21.313 3062 3068 3081 rBV 92797 197142 7.12% 1.218%
17 21.678 3123 3130 3143 rBV 454355 804523 29.05% 4._.969%
18 21.866 3158 3162 3171 rVB6 17192 27839 1.01% 0.172%
19 22.465 3259 3264 3269 rBV3 29335 50541 1.83% 0.312%
20 23.152 3374 3381 3393 rVB4 42663 111847 4._.04% 0.691%

21 23.951 3512 3517 3523 rVB3 23606 51877 1.87% 0.320%
22 24.880 3664 3675 3687 rBV3 266000 805433 29.09% 4_.975%

Sum of corrected areas: 16189769
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG092718\
Data File : BG037021.D

Aca On : 27 Sep 2018 19:14

Operator : JU/SJ

Sample : J5066-14

Misc :

ALS Vvial :© 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BG037021.D
1500000
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5.61 7.20 7.57

8.36
500000 9.20

8.04 10.84
5.15 k K
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Time--> 3.50 4.00 4.50 5.00 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200 12.50
Abundance TIC: BG037021.D
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1500000

13.29
1000000 16.15

500000 17.41 2168

14.11
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18.29 J L 187 22.46
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Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG037021.D

1500000
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24.88
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Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092718\
Data File : BG037021.D

Aca On : 27 Sep 2018 19:14

Operator : JU/SJ

Sample : J5066-14

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 4

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

5.15 3.78 ng 55831 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
5 5-Oxohexanenitrile 111 C6H9NO 010412-98-3 9

Abundance Scan 317 (5.150 min): BG037021.D (-312) (-) m/z 43.10 100.00%
431
59.1
5000
| U LR Tk 500 o0 s
Ol ettt e 83 L Tm/z 59.10  52.39%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R L L I B
59.0 480 500 520 540
0
150 a0 1010 m/z 58.10 12.91%
: 83.0
0 Tl i . .
LR UL SRR SR UL LRI FULRLEL IR SO SO S B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
4.80 5.00 5.20 5.40
5000 m/z 101.10 12.29%
41.0
29.0 101.0
o o 1], 800 || 730 86.0 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2—methy|— LI L L L L L B
59.0 4.80 5.00 520 5.40
m/z 41.10 9.37%
5000
410 101.0
oL 150 30 Tls00, | 690 830
LU SR SR SRR UL FULRLEL IR S S LI B
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40

8270-BG092018 .M Fri Sep 28 16:20:55 2018 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092718\
Data File : BG037021.D

Aca On : 27 Sep 2018 19:14

Operator : JU/SJ

Sample : J5066-14

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown7.57 Concentration Rank 1

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

7.57 88.74 ng 1309270 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 17

Abundance Scan 729 (7.571 min): BG037021.D (-722) (-) m/z 132.10 100.00%
13%.1
5000 68.1 {
401 541 ‘| 7.1 %i'l 6.1 7.20 7.40 7.60 7.80 8.00
Ol el 8L L WeL W Tm/z 68.10  50.27%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000
7.20 7.40 7.60 7.80 8.00
33.0 44.0 0.0 105.0 m/z 66.10 34.13%
o 699 0.0 | 115.0
R A R R AR AR AARAS RARSS SARS SRR SRS SRR AR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0 104.0 7.20 7.40 7.60 7.80 8.00
5000 ' m/z 134.10 33.97%
31.0 51.0
0'”'ﬂ'MHJ'WH”'P'JI“Yﬁq”'P'”I”'W'”'P'”I“'W'”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 21.11%
97.0
5000
70.0
31.0
0 o L 6?‘0 ‘ 860 . 116.0 . ‘Mﬁh
m/z--> 30 40 50 60 7'0 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092718\
Data File : BG037021.D

Aca On : 27 Sep 2018 19:14

Operator : JU/SJ

Sample : J5066-14

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1-Docosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.31 4.90 ng 197142 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 91
2 2- Chloropropionic acid. octadec... 360 C21H41CIl02 088104-31-8 91
3 Carbonic acid. heptadecvl isobut... 356 C22H4403 1000314-61-4 91
4 Dichloroacetic acid. heptadecvl ... 366 C19H36CI202 1000282-98-2 91
5 1-Heptacosanol 396 C27H560 002004-39-9 90
Abundance Scan 3067 (21.308 min): BG037021.D (-3062) (-) m/z 57.15 100.00%
57.1
97.1
5000
LN R BRI R
39.2 207.0 21.00 21.20 21.40 21.60
I L ASA gro0r0 2e0n 3572 400 e e g0 B0
m/z--> 50 100 150 200 250 300 350 400
Abundance #151538: 1-Docosene
540
97.0
5000 ISR A DAL AR
21. oo 21. 20 21.40 21.60
m/z 43.15 87.26%
0240 1l390 181.0 308.0
m/z--> 50 100 150 260 250 360 3%0 400
Abundance #190678: 2- Chloropropionic acid, octadecyl ester
57.0
97.0
21!00 21)20 21!40 21)60 '
5000 m/z 69.10 72.13%
39.0 250.0
0 IZIQ{QJJ I‘ .H.\.H.\Jl | .f A! ul.:!'8|2'|0| —l l — |2|9.7|q — |36|0'9| —
m/z--> 50 100 150 200 250 300 350 400
Abundance #188249: Carbonic acid, heptadecyl isobutyl ester
57.0 21.00 21.20 21.40 21.60
m/z 83.15 67.97%
5000
97.0
o .2‘.640.‘, l M. | 1390 120 2RO
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092718\
Data File : BG037021.D

Aca On : 27 Sep 2018 19:14

Operator : JU/SJ

Sample : J5066-14

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.15 2.78 ng 111847 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 70
2 Docosane. 11-butvl- 366 C26H54 013475-76-8 64
3 Hexacosane 366 C26H54 000630-01-3 64
4 Hexatriacontane 507 C36H74 000630-06-8 64
5 Heptacosane 380 C27H56 000593-49-7 64
Abundance Scan 3381 (23.152 min): BG037021.D (-3374) (-) m/z 57.10 100.00%
5%.1
13.1 147.1 208.1 26710951  342.1 22.80 23.00 23.20 23.40
0! R I T e e e m/z 43.10 63.62%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
5%.0
5000 LN SRR SRR B
85.0 22.80 23.00 23.20 23.40
29.0 m/z 71.10 59.81%
. | \ | | | [130141.0160.0107.0225.0253.0282.0
m/z--> 55 160 1éo 260 2%0 360 3éo
Abundance #194500: Docosane, 11-butyl-
57.0
22.80 23.00 23.20 23.40
5000 85.0 m/z 85.20 37.95%
0 ‘ ‘ [U [P0m101600 2100230.0267.0 39903360 366.0
m/z--> 55 160 150 260 250 360 3éo
Abundance #194493: Hexacosane
57.0 22.80 23.00 23.20 23.40
m/z 55.15 24 .86%
5000 85.0
. 290 L | | [*30141.0160.0197.0225.0253.0 29503230 367.0
m/z--> 5'0 1c')o 150 2(')0 250 3(')0 35'30 22.|8O 23.'00 23.'20 23.'40 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG092718\
Data File : BG037021.D

Acq On : 27 Sep 2018 19:14

Operator : JU/SJ

Sample - J5066-14

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 5.15 3.8 ng 55831 1 8.04 295066 20.0
unknown? .57 7.57 88.7 ng 1309270 1 8.04 295066 20.0
1-Docosene 21.31 4.9 ng 197142 5 21.68 804523 20.0
Eicosane 23.15 2.8 ng 111847 5 21.68 804523 20.0
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