LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG091817\
Data File : BG028801.D

Aca On : 18 Sep 2017 19:00

Operator : SJ/JU

Sample : 15259-01

Misc :

ALS Vial : 11 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:\HPCHEM1I\BNA G\METHODS\8270-BG091217.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 5.857 380 386 397 rBV 286951 480379 14.75% 3.494%
2 7.438 649 655 671 rBV 183997 354558 10.89% 2.579%
3 7.820 712 720 734 rBV 496119 900691 27.66% 6.551%
4 8.290 792 800 807 rBV2 107454 193920 5.96% 1.410%
5 8.613 848 855 868 rBV 447605 793702 24.37% 5.773%
6 9.459 990 999 1012 rBV 369071 703012 21.59% 5.113%
7 11.110 1273 1280 1293 rBV 152043 283409 8.70% 2.061%
8 13.525 1682 1691 1701 rBV 1198477 1829373 56.18% 13.306%
9 14.342 1825 1830 1839 rBV2 57057 94984 2.92% 0.691%
10 14.906 1919 1926 1935 rVB2 272242 441267 13.55% 3.209%
11 15.705 2058 2062 2069 rvB2 22527 34089 1.05% 0.248%

12 16.398 2173 2180 2193 rBV 1152422 1800918 55.31% 13.099%
13 17.661 2388 2395 2402 rBV2 406799 647996 19.90% 4.713%

14 18.302 2496 2504 2510 rBV3 65833 96689 2.97% 0.703%
15 18.513 2534 2540 2549 rBV2 50196 86164 2.65% 0.627%
16 19.770 2750 2754 2760 rBV3 33242 54131 1.66% 0.394%

17 19.906 2771 2777 2782 rBV 133543 165162 5.07% 1.201%
18 20.246 2829 2835 2843 rBV 2496180 3256287 100.00% 23.684%
19 21.568 3055 3060 3069 rBV10 18780 51123 1.57% 0.372%
20 21.980 3123 3130 3139 rBV 403396 760232 23.35% 5.529%

21 25.446 3708 3720 3736 rBV2 225956 720901 22.14% 5.243%

Sum of corrected areas: 13748987
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA G\DATA\BG091817\
Data File : BG028801.D

Aca On : 18 Sep 2017 19:00

Operator : SJ/JU

Sample : 15259-01

Misc :

ALS Vial :© 11 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG091217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance :
2500000 TIC: BG028801.D

2000000

1500000

1000000

500000 7.82 8.61

5.86

7.44 11.11

8.29

I T T T T T T T
650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
TIC: BG028801.D

0

Time--> 4.00 450 500 550 6.00

Abundance
2500000

20.25

2000000

1500000

13.52 16.40

1000000

500000 17.66 21.98

14.91
14.34 15.70 18.38.51

N A
I B
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TIC: BG028801.D

19.91
19.7)

21.57

0
Time-->
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2500000

2000000

1500000

1000000

500000
25.45

Rl R Eas maaa L e e AR AR ERAs

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:\HPCHEM1\BNA G\DATA\BG091817\
Data File : BG028801.D

Aca On : 18 Sep 2017 19:00

Operator : SJ/JU

Sample : 15259-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_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 unknown7.82 Concentration Rank 1

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

7.82 92.89 ng 900691 1,4-Dichlorobenzene-d4 8.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 14
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 12

Abundance Scan 720 (7.820 min): BG028801.D (-712) (-) m/z 132.10 100.00%
13%.1
5000 68.1 A
400 541 ‘ sad 7.40 7.60 7.80 8.00 8.20
....,....l!...,.'...,.!.'.|,...Ef,l....,..I'.,ﬁ??.l,....,....,'...,... m/z 68.10 48.08%
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
5000 MM LA R
7.40 7.60 7.80 8.00 8.20
310 510 m/z 134.10 32.06%
'”'ﬂ'MIJ'WH”'P'JI”7EQ”'P'”I”lW'”'P'“I“'W'”
m/z--> 30 40 60 70 80 90 100 110 120 130 140
Abundance
132.0
7.40 7.60 7.80 8.00 8.20
5000 97.0 m/z 66.10 31.55%
70.0
31.0
44.0 60.0 86.0 116.0
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine L
132.0 740 7.60 7.80 8.00 8.20
m/z 69.10 19.89%
5000
33.0 44.0 00 105.0
""PL"I'l'W"'éﬁ?"'l'”qqp'”I"ﬂ'l'ﬁhl%%ﬁgl"“l T |""|""""|""|"
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091817\
Data File : BG028801.D

Aca On : 18 Sep 2017 19:00

Operator : SJ/JU

Sample : 15259-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_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 3 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.30 2.98 ng 96689 Phenanthrene-d10 17.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7.9-Di-tert-butvl-1-oxaspiro(4.5... 276 C17H2403 082304-66-3 83
2 Butvlated Hvdroxvtoluene 220 C15H240 000128-37-0 46
3 2-Methvl-4.5-dimethoxvcrotonophe... 220 C13H1603 207233-94-1 45
4 1-Ethvl-2-methvilphenanthrene 220 C17H16 061983-53-7 41
5 1,3-Pentadiene, 1,1-diphenyl-, (Z2)- 220 C17H16 015295-31-5 38
Abundance Scan 2504 (18.302 min): BG028801.D (-2496) (-) m/z 205.10 100.00%
1
57.1
5000
I‘ | 18.00 18.20 18.40 18.60
e m/z 57.10 72.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #124430: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-2...
57.0
205.0
5000
175.0 18.00 18.20 18.40 18.60
91.0 m/z 217.20 57 .92%
135.0 “ 232.0 261.0
e "ll M:‘: H\H ‘\\m “‘\ MH\ H\H\ \Hh \H\ il |‘|‘| : ‘:‘: -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
205.0
18.00 18.20 18.40 18.60
5000 m/z 175.10 47 .16%
0 01050 1450 4770
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #77195: 2-Methyl-4,5-dimethoxycrotonophenone
205.0 18.00 18.20 18.40 18.60
m/z 55.10 45_.12%
5000, 150 390 179.0
650 930 1210 1510
II“;‘”H‘ \M\ \‘\H ‘thu HM m H‘IH |‘i”| M\”\H” ||||H||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091817\
Data File : BG028801.D

Aca On : 18 Sep 2017 19:00

Operator : SJ/JU

Sample : 15259-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.51 2.66 ng 86164 Phenanthrene-d10 17.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
2 Tridecanoic acid 214 C13H2602 000638-53-9 81
3 Dodecanoic acid 200 C12H2402 000143-07-7 59
4 Tetradecanoic acid 228 C14H2802 000544-63-8 59
5 n-Decanoic acid 172 C10H2002 000334-48-5 50

Abundance Scan 2539 (18.507 min): BG028801.D (-2534) (-) m/z 73.05 100.00%

432 730
5000 129.1

18.20 18.40 18.60 18.80
m/z 60.00 92.40%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0

5000 129.0

83.0
40

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

18.20 18.40 18.60 18.80
256.0 m/z 43.20 85.71%

157.0 1g50 213.0

430 130

18.20 18.40 18.60 18.80
5000 m/z 57.10 71.65%

129.0

214.0
97.0 171.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #61122: Dodecanoic acid

73.0 18.20 18.40 18.60 18.80

m/z 55.10 63.48%
5000 43.0 129.0
157.0
\ | M‘l?lo | ‘ | 290
h h
R i o o R e e L e RARRARRARE R

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091817\
Data File : BG028801.D

Aca On : 18 Sep 2017 19:00

Operator : SJ/JU

Sample : 15259-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_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 Butyl citrate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.91 4.35 ng 165162 Chrysene-di12 21.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl citrate 360 C18H3207 000077-94-1 91
2 Adipic acid. butvl 2-decvl ester 342 C20H3804 1000353-59-7 64
3 Adipic acid. cvclohexvl isobutvl... 284 C16H2804 1000324-25-8 64
4 Adipic acid. butvl pent-4-en-2-v... 270 C15H2604 1000354-11-9 59
5 Tributyl acetylcitrate 402 C20H3408 000077-90-7 56
Abundance Scan 2778 (19.911 min): BG028801.D (-2771) (-) m/z 185.10 100.00%
185.1
129.0
5000
2 5160 10180 2000 2070
- .I',J. W Ol VPR -2 2 S L AL Tn/z 129.00 52.78%
m/z--> 50 100 15 200 250 300 350 400 450
Abundance #190469: Butyl citrate
185.0
129.0
5000 USRNSSR SR RS
19.60 19.80 20.00 20.20
41.0 259.0 m/z 57.10 21.29%
.ﬁ;LJ..énq‘J.:uu‘....l T ""%6?9"|" T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
129.0 185.0
19.60 19.80 20.00 20.20
5000 m/z 259.20 19.02%
57.0
95.0 269.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #130949: Adipic acid, cyclohexyl isobutyl ester R e o
129.0 19.60 19.80 20.00 20.20
m/z 41.10 15.11%
5000
185.0
83.0
'?%%h“J'f" L B A L L UL UL W
m/z--> 50 100 150 200 250 300 350 400 450 19.60 19.80 20.00 20.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091817\
Data File : BG028801.D

Acq On : 18 Sep 2017 19:00

Operator : SJ/JU

Sample - 15259-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091217 .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]
unknown? .82 7.82 92.9 ng 900691 1 8.29 193920 20.0
7,9-Di-tert-butyl... 18.30 3.0 ng 96689 4 17.66 647996 20.0
n-Hexadecanoic acid 18.51 2.7 ng 86164 4 17.66 647996 20.0
Butyl citrate 19.91 4.3 ng 165162 5 21.98 760232 20.0
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