LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG072518\
Data File : BG035889.D

Aca On 26 Jul 2018 00:59

Operator : JU/SJ

Sample : J4140-10

Misc :

ALS Vial : 16 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-BG071218 .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 5.140 310 315 326 rVB 66248 105694 4.77% 0.808%
2 5.604 388 394 416 rBV 486264 843674 38.11% 6.451%
3 7.190 656 664 678 rBV 514203 995251 44.96% 7.610%
4 7.560 719 727 740 rBV 521405 917797 41.46% 7.018%
5 8.024 800 806 815 rBV 115761 195156 8.82% 1.492%
6 8.347 854 861 873 rVB 363415 637238 28.79% 4.873%
7 9.187 997 1004 1019 rBV 282009 567085 25.62% 4.336%
8 10.832 1277 1284 1292 rBV 132501 265782 12.01% 2.032%
9 13.270 1693 1699 1713 rBV 862168 1390157 62.80% 10.630%
10 14.104 1835 1841 1856 rBvV 51660 111841 5.05% 0.855%

11 14.650 1927 1934 1946 rBvV2 279207 477029 21.55% 3.648%
12 16.137 2180 2187 2203 rBV 855178 1426320 64.43% 10.906%
13 17.394 2395 2401 2418 rBV 424490 695115 31.40% 5.315%
14 18.281 2547 2552 2560 rBv4 19675 38845 1.75% 0.297%
15 20.002 2837 2845 2856 rBV 1658148 2213585 100.00% 16.926%

16 20.795 2976 2980 2983 rBV3 27778 34260 1.55% 0.262%
17 21.294 3059 3065 3075 rBV2 93871 165084 7.46% 1.262%
18 21.659 3119 3127 3138 rBV2 461000 801962 36.23% 6.132%

19 21.835 3153 3157 3165 rvB2 36395 55004 2.48% 0.421%
20 22.446 3255 3261 3266 rBV3 35274 58425 2.64% 0.447%
21 23.127 3369 3377 3384 rBV4 37982 80437 3.63% 0.615%
22 23.315 3401 3409 3416 rBV2 43774 89914 4._.06% 0.688%
23 23.920 3507 3512 3518 rBvV4 36181 75158 3.40% 0.575%
24 24.854 3661 3671 3685 rVB2 266028 789712 35.68% 6.039%
25 25.970 3858 3861 3870 rVBS8 18491 47191 2.13% 0.361%
Sum of corrected areas: 13077716
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO072518\

- BG035889.D

- 26 Jul 2018 00:59

- JU/SJ

- J4140-10

- 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: BG035889.D
1500000
1000000
19 7.56
500000 5.60 .19
8.35
9.19
10.83
5.14 8.02
i B B i B L L L B o s o
Time--> 350 4.00 450 500 5.50 6.00 650 700 7.50 800 850 9.00 9.50 1000 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG035889.D
20100
1500000
1000000
13.27 16.14
500000 17.39 21.66
14.65
21.29
o 14.10 18 &8 X 20,L80 I 1JL83 22L45
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: BG035889.D
1500000
1000000
500000
24.85
232332 23.92 25.97
O R REEER R o e e e R REREEEEE RS e e e  EEBBEREEBARREER
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

8270-BG071218_.M Thu Jul 26 16:59:54 2018

Page: 2




Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG072518\
Data File : BG035889.D

Aca On 26 Jul 2018 00:59

Operator : JU/SJ

Sample = J4140-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 3

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

5.14 10.83 ng 105694 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 42
3 Tetraalvme 222 C10H2205 000143-24-8 40
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 38
5 Succinic acid, heptyl 2-methoxye... 274 C14H2605 1000325-80-7 36

Abundance Scan 315 (5.140 min): BG035889.D (-310) (-) m/z 43.15 100.00%
43.1
5000
101.2
1 832 480 5.00 5.20 5.40
Ol e 212 05915 76.37%
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IS SAE SURRE LEE BARR
480 5.00 5.20 5.40
m/z 101.15 30.99%
oL 260 | 600 g3.0 101.0
m/z--> 20 40 eb 80 100 120 140 160 180 200 220
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)-
54.0
480 500 520 540
0
5000 1010 m/z 58.15 17.60%
42.0
0..w..”,”..“..ﬁfg.,”..“.”,.”. S
m/z--> 60 80 100 120 140 160 180 200 220
Abundance #78614: Tetraglyme
59.0 480 5.00 5.20 5.40
m/z 41.25 11.90%
5000
31.0 103.0
o140 | | | 860 | 133.0 177.0
m/z--> 20 40 60 80 100 120 14'10 160 180 200 220 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG072518\
Data File : BG035889.D

Aca On 26 Jul 2018 00:59

Operator : JU/SJ

Sample = J4140-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 unknown7.56 Concentration Rank 1

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

7.56 94 .06 ng 917797 1,4-Dichlorobenzene-d4 8.02
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 16
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 14
5 3H-Benzo[4,5]imidazo[1l,2-c]Joxazo... 218 C12H14N202 1000316-99-9 12

Abundance Scan 727 (7.560 min): BG035889.D (-719) (-) m/z 132.15 100.00%
13p.2
5000 68.2 ]\_
96.2 A L R L
40.1 207 2 7.20 7.40 7.60 7.80
0 sl - m/z 68.15 50.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
130.0
69.0
104.0
5000 L L R L
7.20 7.40 7.60 7.80
310 510 m/z 134.15 33.99%
0"'I”lﬂﬁh"'lJTJI”"ll"l”I'I”"I”"I”"I”"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0

7.20 7.40 7.60 7.80

5000 m/z 66.15 32.86%
63.0
150 50 4 790, }?Tf{ N —
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #14144: 5-Fluoro-2-chloropyrimidine e Ra O
132.0 7.20 7.40 7.60 7.80

m/z 69.25 22 .19%

5000
70.
10 00| ||

I
m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG072518\
Data File : BG035889.D

Aca On 26 Jul 2018 00:59

Operator : JU/SJ

Sample = J4140-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 Oxalic acid, isobutyl hexad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.29 4.12 ng 165084 Chrysene-di12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 91
2 Oxalic acid. isobutvl octadecvl ... 398 C24H4604 1000309-38-3 91
3 Oxalic acid. isobutvl heptadecvl... 384 C23H4404 1000309-38-2 91
4 Octatriacontvl pentafluoropropio... 697 C41H77F502 1000351-89-1 87
5 Tetratriacontyl pentafluoropropi... 641 C37H69F502 1000351-81-5 87
Abundance Scan 3064 (21.288 min): BG035889.D (-3059) (-) m/z 57.20 100.00%
57.2
5000
207.2 21.00 21.20 21.40 21.60
olrd b b 3950 40214349 n/z 43.15  75.83%
m/z--> 50 100 150 200 250 300 350 400
Abundance #196922: Oxalic acid, isobutyl hexadecyl ester
57.0
5000
21.00 21.20 21.40 21.60
97.0 m/z 83.25 74 .23%
0,.|,E.| J“H LA300  a2a0 200
m/z--> 50 100 150 200 250 300 350 400
Abundance #211266: Oxalic acid, isobutyl octadecy! ester
57.0
21.00 21.20 21.40 21.60
5000 m/z 69.10 59.21%
‘ 7.0
LU w00 oo O
m/z--> 50 100 150 200 250 300 350 400
Abundance #204545: Oxalic acid, isobutyl heptadecyl ester
57.0 21.00 21.20 21.40 21.60
m/z 55.15 56.40%
5000
970 283.0
o ...,1.” JH.I L0 o esmo TTT
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\HPCHEMI\BNA G\DATA\BG072518\
Data File : BG035889.D

Aca On 26 Jul 2018 00:59

Operator : JU/SJ

Sample = J4140-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 6
R.T. EstConc Area Relative to ISTD R.T.
23.13 2.01 ng 80437 Chrysene-di12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 92
2 Hexacosane 366 C26H54 000630-01-3 90
3 Hexatriacontane 507 C36H74 000630-06-8 87
4 Nonadecane 268 C19H40 000629-92-5 86
5 Heneicosane 296 C21H44 000629-94-7 83

Abundance Scan 3377 (23.127 min): BG035889.D (-3369) (-) m/z 57.25 100.00%

51.3

5000
22.80 23.00 23.20 23.40
(e m/z 71.25 75.69%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #129490: Eicosane
57.0
5000
22.80 23.00 23.20 23.40
9.0 m/z 43.20 60.66%
41.0
oL L Y0020 220
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194493: Hexacosane
57.0
22.80 23.00 23.20 23.40
5000 m/z 85.15  48.85%
9.0

| ; 141.0183.0 225.0267.0309.0 367.0

0..‘.‘.,....,....,....,....,.... R e S B s

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane

22.80 23.00 23.20 23.40
m/z 41.15 25.26%

5000

141.0183.0225.0 281.0323.0 379.0421.0463.0 506.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 22.80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG072518\
Data File : BG035889.D

Aca On 26 Jul 2018 00:59

Operator : JU/SJ

Sample = J4140-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 1,5,9-Undecatriene, 2,6,10-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.32 2.28 ng 89914 Perylene-di12 24 .85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 72
2 Saualene 410 C30H50 000111-02-4 72
3 Supraene 410 C30H50 007683-64-9 68
4 1-(Phenvlthio)-3.7.11-trimethvl-... 314 C21H30S 028413-57-2 59
5 trans-Farnesol 222 C15H260 000106-28-5 59
Abundance Scan 3410 (23.321 min): BG035889.D (-3401) (-) m/z 69.20 100.00%
69.2
5000
1213 o000 s 23100 2320 2340 2350
o] whi 3 17422002 2671 dasa A e et e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)-
69.0
5000

23.00 23.20 23.40 23.60
m/z 41.20 20.30%

29.
123.0
R 2
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215929: Squalene
69.0
23.00 23.20 23.40 23.60
5000 m/z 95.20 17.09%
137.0
29. L | 191.0231.0 2730 3410 4100
O b e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215928: Supraene
69.0 23.00 23.20 23.40 23.60
m/z 67.25 12.67%
5000
137.0
o 29.0 , 4, 191.0231.0 273.0 341.0 410.0
B o L e e e I L e e
m/z--> 50 100 150 200 250 300 350 400 450 23.00 23.20 23.40 23.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG072518\
Data File : BG035889.D

Acq On 26 Jul 2018 00:59

Operator : JU/SJ

Sample - J4140-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_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... 5.14 10.8 ng 105694 1 8.02 195156 20.0
unknown? .56 7.56 94.1 ng 917797 1 8.02 195156 20.0
Oxalic acid, isob... 21.29 4.1 ng 165084 5 21.66 801962 20.0
Eicosane 23.13 2.0 ng 80437 5 21.66 801962 20.0
1,5,9-Undecatrien... 23.32 2.3 ng 89914 6 24.85 789712 20.0
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