LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG092217\

Data File : BG028884.D

Aca On : 22 Sep 2017 21:20 Instrument :

Operator : SJ/JU ?:'l\:gﬁ(t;Sam ol

agmple : 15301-08 mnnmo&cgmpe
isc :

ALS Vial : 8 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 5.377 299 304 313 rBV 24442 38492 1.14% 0.269%
2 5.847 378 384 395 rBV 235231 406155 12.00% 2.833%
3 7.434 645 654 664 rBV 166209 328323 9.70% 2.290%
4 7.810 710 718 725 rBV 409526 720923 21.30% 5.029%
5 8.280 791 798 804 rBV 82753 147332 4 .35% 1.028%
6 8.603 846 853 862 rBV 361433 650957 19.23% 4.541%
7 9.449 988 997 1008 rBV 297232 581737 17.19% 4 .058%
8 11.094 1269 1277 1284 rBV 109128 205080 6.06% 1.431%
9 13.245 1636 1643 1650 rBV3 32110 55977 1.65% 0.391%
10 13.515 1678 1689 1696 rBY 1003045 1589209 46.95% 11.087%
11 13.762 1725 1731 1738 rVB2 32595 51560 1.52% 0.360%
12 14.332 1820 1828 1835 rBvV 53300 85202 2.52% 0.594%
13 14.396 1835 1839 1848 rVvB2 90798 127467 3.77% 0.889%
14 14.525 1856 1861 1868 rVvVB2 56599 82702 2.44% 0.577%

15 14.896 1917 1924 1931 rVB2 212908 360561 10.65% 2.515%

16 15.278 1984 1989 1998 rBV2 233794 334769 9.89%% 2.335%
17 15.654 2048 2053 2059 rBV 539505 718018 21.21% 5.009%
18 16.382 2169 2177 2191 rBV 1126405 1778843 52.55% 12.409%
19 17.211 2314 2318 2325 rVB 54991 78346 2.31% 0.547%
20 17.569 2374 2379 2384 rBV2 49120 63873 1.89% 0.446%

21 17.645 2385 2392 2401 rVB2 372553 601103 17.76% 4.193%
22 18.286 2492 2501 2506 rBV3 145941 218695 6.46% 1.526%
23 19.884 2766 2773 2782 rBV2 84734 161367 4.77% 1.126%
24 20.231 2826 2832 2839 rBV 2584108 3385093 100.00% 23.615%
25 21.400 3023 3031 3040 rBV3 38037 104568 3.09% 0.729%

26 21.958 3119 3126 3135 rBV 416272 734348 21.69% 5.123%
27 25.407 3702 3713 3727 rVB3 235448 723836 21.38% 5.050%

Sum of corrected areas: 14334536
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092217\

Data File : BG028884.D

Aca On : 22 Sep 2017 21:20

Operator : SJ/JU

ﬁ?ggle i 15301-08 20170605-COMP-B
ALS Vial : 8 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

Abundance TIC: BG028884.D
2500000

2000000
1500000
1000000

500000 7.81 8.60

5.85 9.45

7.43 h 8.28 11.09

5.38 13.

L L AU

T T T T T T T
Time--> 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG028884.D
2500000 2023

2000000

1500000

16.38

1000000| 13:51

15.65

500000 17.65 21.96
14.9015.28

18.29
19.88
13.76 1 ; 3 jL 17.2117.57 i L 21.40

PN
A
LA LN L L L I L L L L L L I I L L L L L I L L L B L B

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: BG028884.D
2500000

2000000

1500000

1000000

500000
25.41

T T T T T T T T T T T e e e

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\BG092217\
Data File : BG028884.D

Aca On : 22 Sep 2017 21:20

Operator : SJ/JU

Sample : 15301-08

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 7

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

5.38 5.23 ng 38492 1,4-Dichlorobenzene-d4 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 28
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 25
5 3-0Octanol 130 C8H180 000589-98-0 23

Abundance Scan 304 (5.377 min): BG028884.D (-299) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1
83.0 5.00 5.20 5.40 5.60 5.80
-ttt m/z 59.10 64 .22%
m/z--> 10 20 30 40 50 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 5.00 5.20 540 5.60 5.80
0
150 1010 m/z 101.10 19.16%
e 83.0 |
e S I S SULIULS SURIL IS IULILS IULI LS SIS LI
m/z--> 10 40 50 70 80 90 100 110
Abundance
43.0
A NRRANSRRAS AR RARRERA
57.0 5.00 5.20 5.40 5.60 5.80
5000 m/z 58.10 19.05%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
54.0 5.00 5.20 5.40 5.60 5.80
m/z 41.10 6.16%
5000
41.0
29.0 101.0
o o 1],800 || 730 86.0 |
m/z--> 10 ' ' 40 50 ' 70 80 90 100 110 5.00 5.20 5.40 5.60 5.80

8270-BG091217.M Mon Sep 25 11:28:50 2017

20170605-COMP-B

Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092217\

Data File : BG028884.D

Aca On : 22 Sep 2017 21:20

Operator : SJ/JU

ﬁ?ggle i 15301-08 20170605-COMP-B
ALS Vial : 8 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 2 unknown7.81 Concentration Rank 1

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

7.81 97.86 ng 720923 1,4-Dichlorobenzene-d4 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 Benzenebutanal. .gamma..4-dimethvl- 176 C12H160 004895-19-6 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 718 (7.810 min): BG028884.D (-710) (-) m/z 132.10 100.00%
13R.1
5000 68.1 A
96.1 USRI R UL SR
40.1 302.0 7.40 7.60 7.80 8.00 8.20
o} : m/z 68.10 47 .06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 USRI T UL R
7.40 7.60 7.80 8.00 8.20
2.0 ‘ m/z 66.10 32.49%
0 ...,....”‘,l.H.,.l..‘,....,.‘... N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
132.0
7.40 7.60 7.80 8.00 8.20
5000 m/z 134.00 31.64%
104.0
ol14.0_39.0 06.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14503: 1H-Benzimidazole, 2-methyl- R A REEE R
132.0 7.40 7.60 7.80 8.00 8.20
m/z 69.10 19.46%
5000
15. O 39 O 1 63“0 m \110‘4 O ‘
m/z--> 26 Jo 60 80 100 120 140 160 180 200 220 240 260 280 300 740 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092217\

Data File : BG028884.D

Aca On : 22 Sep 2017 21:20

Operator : SJ/JU

ﬁ?ggle i 15301-08 20170605-COMP-B
ALS Vial : 8 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 2,2,4-Trimethyl-1,3-pentane... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.24 3.10 ng 55977 Acenaphthene-d10 14.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2.4-Trimethvl-1.3-pentanediol ... 286 C16H3004 006846-50-0 50
2 5-Hvdroxv-2-methvl-hex-3-enoic acid 144 C7H1203 1000190-96-0 50
3 3-Hexenoic acid. 5-hvdroxv-2-met... 144 C7H1203 110678-36-9 47
4 Butanoic acid. butvl ester 144 C8H1602 000109-21-7 40
5 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 40
Abundance Scan 1642 (13.239 min): BG028884.D (-1636) (-) m/z 71.10 100.00%
43.1 711
5000
98.1
1450 173.0 13.00 13.20 13.40 13.60
of m/z 43.10 85.00%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #132814: 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate
71.0
43.0
5000
13.00 13.20 13.40 13.60
m/z 56.10 48.36%
ol L, 29 u1o0 aa30 1730 1080 243.0
mz-> 20 Jo 60 80 100 120 150 160 180 200 220 240
Abundance
43.0
71.0
13.00 13.20 13.40 13.60
5000 m/z 83.10 38.12%
%80 120
R R A R B B S L R SRR SRR A
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #20717: 3-Hexenoic acid, 5-hydroxy-2-methyl-, [r*,R*-(E)]-
430 710 13.00 13.20 13.40 13.60
m/z 55.10 32.53%
5000
‘ 111.0
0I,m,,\\hﬂh“l,‘,_h,l‘,,,,\l,,\,,13,9,9|,,,,|,,,,|,,,, I
m/z--> 20 60 80 100 120 140 160 180 200 220 240 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092217\

Data File : BG028884.D

Aca On : 22 Sep 2017 21:20

Operator : SJ/JU

ﬁ?ggle i 15301-08 20170605-COMP-B
ALS Vial : 8 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 Metacetamol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.76 2.86 ng 51560 Acenaphthene-d10 14.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Metacetamol 151 C8H9NO2 000621-42-1 59
2 Acetaminophen 151 C8H9NO2 000103-90-2 45
3 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 43
4 2-Propenal. 3-(2.2.6-trimethvl-7... 194 C12H1802 055759-91-6 39
5 Ethane-1,2-diamine, N,N"-(1-meth... 276 C12H16N602 1000276-72-1 38
Abundance Scan 1731 (13.762 min): BG028884.D (-1725) (-) m/z 43.10 100.00%
431 109.1
151.1
5000
69.1 13.40 13.60 13.80 14.00
133.2 169.1 193.0 235.7 : : : :
| E— '...|~,.-'.J-..-','.P. i b 13224 O 1930 2T o 7109.10 - 90.19%
m/z--> 20 40 100 120 140 160 180 200 220 240
Abundance #24779: Metacetamol
109.0
5000 151.0
13.40 13.60 13.80 14.00
43.0 m/z 151.10 57 .08%
80.0
0 }ﬁ?'“'\“'§?9"W"W'J“l'“'l“l'w"w"'w"“l'“'l'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
109.0
13.40 13.60 13.80 14.00
5000 151.0 m/z 41.10 31.87%
43.0 80.0
oL15.0 62.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0 13.40 13.60 13.80 14.00
151.0 m/z 57.10 16.64%
5000
69.0
o0l15.0 \H N H m\ 80 ) 1330 | 190 4 0211.0
m/z--> 20 J 80 160 120 140 160 180 200 220 240 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092217\

Data File : BG028884.D

Aca On : 22 Sep 2017 21:20

Operator : SJ/JU

ﬁ?ggle i 15301-08 20170605-COMP-B
ALS Vial : 8 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 6 Phenol, 3-(1,1-dimethylethy... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.40 7.07 ng 127467 Acenaphthene-d10 14.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 3-(1.l1-dimethvlethvl)-4-_._. 180 C11H1602 000088-32-4 64
2 3-tert-Butvl-4-hvdroxvanisole 180 C11H1602 000121-00-6 58
3 3H-Benzlelindene. 2-methvl- 180 C14H12 150096-60-9 58
4 Ethvlene. 1.1-diphenvl- 180 C14H12 000530-48-3 52
5 Benzenamine, N-ethyl-N-methyl-4-___. 180 C9H12N202 056269-48-8 49
Abundance Scan 1840 (14.402 min): BG028884 D (-1835) (-) m/z 165.10 100.00%
. b.1
5000
221.2 Y A VY
193.2 065.9 14.00 14.20 14.40 14.60 14.80
o} : m/z 57.10 99.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #45478: Phenol, 3-(1,1-dimethylethyl)-4-methoxy-
165.0
5000
137.0 14.00 14.20 14.40 14.60 14.80
410 770 107.0 m/z 180.10 51.17%
o SR VNSO NN PRSPy W I N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
165.0
137.0 s ma
14.00 14.20 14.40 14.60 14.80
5000 m/z 43.10 36.84%
150 410 70 1050
O e T B e AR AR RERRRRAR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #45797: 3H-Benz[e]indene, 2-methyl-
180.0 14.00 14.20 14.40 14.60 14.80
m/z 179.20 29.49%
5000
0! 36.0 57.0 : ‘ A n
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.00 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092217\
Data File : BG028884.D

Aca On : 22 Sep 2017 21:20

Operator : SJ/JU

Sample : 15301-08

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 2,5-Cyclohexadiene-1,4-dion... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.53 4_.59 ng 82702 Acenaphthene-d10 14.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5-Cvclohexadiene-1.4-dione. 2.... 220 C14H2002 000719-22-2 91
2 2-Butanone. 3-(4-tert-butvlpheno... 220 C14H2002 160875-28-5 64
3 1.3.5.6-Tetramethvladamantane 192 Cl1l4H24 034694-70-7 46
4 3-Buten-2-one. 4-(2.6.6-trimethv... 192 C13H200 014901-07-6 38
5 Benzeneacetic acid, 4-(1,1-dimet... 192 C12H1602 032857-63-9 30

Abundance Scan 1862 (14.531 min): BG028884.D (-1856) (-) m/z 177.10 100.00%
177.1
5000
41.0 135.1 220.1
911 llllllllllllAllllll
388.5 14.20 14.40 14.60 14.80
0 : m/z 41.05 33.37%
m/z--> 50 100 150 200 250 300 350
Abundance #77414: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimethyl...
177.0
220.0
41.0
5000
135. o 14.20 14.40 14.60 14.80
95.0 m/z 135.10 33.14%
ol \H \M M\H Il b .|..,.... .
m/z--> 100 150 200 250 300 350
Abundance
177.0
14.20 14.40 14.60 14.80
5000 57.0 m/z 220.10 32.98%
o1.0 1350 220.0
e L L L L L WL S
m/z--> 50 100 150 200 250 300 350
Abundance #54697: 1,3,5,6-Tetramethyladamantane
177.0 14.20 14.40 14.60 14.80
m/z 67.10 28.71%
5000 1210
55.0 gloj l
ob— IJ HwHJt= A
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80

8270-BG091217.M Mon Sep 25 11:28:53 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092217\
Data File : BG028884.D

Aca On : 22 Sep 2017 21:20

Operator : SJ/JU

Sample : 15301-08

Misc :

ALS Vial : 8 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 8 unknownl5.28 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.28 18.57 ng 334769 Acenaphthene-d10 14.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxazole. 4.5-diphenvl- 221 C15H11NO 004675-18-7 25
2 2(1H)-Ouinolinone. 4-phenvl- 221 C15H11NO 005855-57-2 25
3 Propvnone. 3-(2-aminophenvl)-1-p... 221 C15H11NO 1000311-26-1 22
4 3-Benzvlidene-2-indolinone 221 C15H11NO 003359-49-7 22
5 8-Chloro-9-phenanthroic acid 256 C15H9CI02 056988-44-4 16

Abundance Scan 1989 (15.278 min): BG028884.D (-1984) (-) m/z 57.05 100.00%
57.0
221.1
5000 179.1
111.1
322 15.00 15.20 15.40 15.60
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #78330: Oxazole, 4,5-diphenyl-
221.0
165.0
5000 L R SR I I
15.00 15.20 15.40 15.60
51.0 m/z 179.10 40.91%
115.0
0...LM%ENH..“W.N. T T e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
221.0
15.00 15.20 15.40 15.60
5000 m/z 41.10 26.92%
165.0
39.0 89.0
Ot e e T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #78357: Propynone, 3-(2-aminophenyl)-1-phenyl-
221.0 15.00 15.20 15.40 15.60
m/z 165.10 26.10%
5000
77.0 165.0
aaglagol L4l LN
m/z--> 50 100 150 200 250 300 350 400 450 500 15.00 15.20 15.40 15.60

8270-BG091217.M Mon Sep 25 11:28:54 2017

20170605-COMP-B
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092217\

Data File : BG028884.D

Aca On : 22 Sep 2017 21:20

Operator : SJ/JU

ﬁ?ggle i 15301-08 20170605-COMP-B
ALS Vial : 8 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 10 3,5-di-tert-Butyl-4-hydroxy... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.21 2.61 ng 78346 Phenanthrene-d10 17.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-di-tert-Butvl-4-hvdroxvbenza... 234 C15H2202 001620-98-0 96
2 2.3.5.6-Detetrahvdrocvclohexanon... 234 C15H2202 101100-38-3 93
3 Phenol. 2.6-bis(1l.1-dimethvlethv... 234 C16H260 004130-42-1 87
4 6-Tert.butvl-2.3-dicvanonaphthalen 234 C16H14N2 032703-82-5 72
5 4-tert-Butyl-2,6-diisopropylphenol 234 C16H260 057354-65-1 64
Abundance Scan 2318 (17.211 min): BG028884.D (-2314) (-) m/z 219.05 100.00%
219.1
5000 191.1
57.1 91.0 LUARELAL AL SRR SN
39.2 | 74 |' 1151 149 159.1 16.80 17.00 17.20 17.40 17.60
0,.”.v”ut“..ﬂ.:”,P”Ufﬂw.ﬁﬁ.w..m,.d.,h.....h. m/z 191.05 37.50%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #89106: 3,5-di-tert-Butyl-4-hydroxybenzaldehyde
219.0
5000
16.80 17.00 17.20 17.40 17.60
57.0 191.0 m/z 234.20 23.67%
39.0 91.0 1150 1370 159.0 | | ;
0 |||||||||‘||||||‘|||‘||||||‘|‘||l‘||‘|||||‘ S R R R ”2”60|
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
219.0
16.80 17.00 17.20 17.40 17.60
5000 m/z 57.10 21.26%
57.0
191.0
91.0
0 74.0 1150 14101590 2360
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #89227: Phenol, 2,6-bis(1,1-dimethylethyl)-4-ethyl- R B e AR
219.0 16.80 17.00 17.20 17.40 17.60
m/z 220.05 18.36%
5000
20 10 @80 1190 140190 110 | | .
O A P T S A ST I

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16. 80 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092217\

Data File : BG028884.D

Aca On : 22 Sep 2017 21:20

Operator : SJ/JU

ﬁ?ggle i 15301-08 20170605-COMP-B
ALS Vial : 8 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 11 3,5-di-tert-Butyl-4-hydroxy... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.57 2.13 ng 63873 Phenanthrene-d10 17.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-di-tert-Butvl-4-hvdroxvaceto... 248 C16H2402 014035-33-7 95
2 Tripvridvl 233 C15H11N3 001148-79-4 64
3 Glutaric acid. di(2-propviphenvl._.. 368 C23H2804 1000359-10-1 64
4 Ethanone. 1-(7-hvdroxv-5-methoxv... 248 C14H1604 000484-18-4 59
5 2-Phenyl-1H-1,3a,8-triaza-cyclop... 233 C15H11N3 1000300-58-5 53
Abundance Scan 2379 (17.569 min): BG028884.D (-2374) (-) m/z 233.20 100.00%
238.2
5000
431 205.1 L SN IR B S
91.0 115.1 173.1 17.20 17.40 17.60 17.80
IS P - O Y- DO ..'..,.|-...',.. |.,.I-.. m/z 43.10 23.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #100825: 3,5-di-tert-Butyl-4-hydroxyacetophenone
233.0
43.0
5000 R UL IR B S
17,20 17.40 17.60 17.80
205.0 m/z 205.10 19.13%
0150 | \‘ 650\ 9\]\-0 1150 141.0 1730 L ‘ ‘ L
s T e e i he e 0 A
Abundance
233.0
17.20 17.40 17.60 17.80
5000 m/z 248.20 17.59%
205.0
270 510 780 1030 1280 190 1759
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #195648: Glutaric acid, di(2-propylphenyl) ester e
233.0 17.20 17.40 17.60 17.80
m/z 234.20 16.34%
5000
55.0 107.0 136.0 205.0
o270 | 770 | | 1630 | | A
m/z--> 20 40 60 éo 160 120 140 160 180 200 220 240 17,20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092217\

Data File : BG028884.D

Aca On : 22 Sep 2017 21:20

Operator : SJ/JU

ﬁ?ggle i 15301-08 20170605-COMP-B
ALS Vial : 8 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 12 7,9-Di-tert-butyl-l1-oxaspir... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.29 7.28 ng 218695 Phenanthrene-d10 17.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7.9-Di-tert-butvl-1-oxaspiro(4.5... 276 C17H2403 082304-66-3 95
2 Ethanone. 1-(5.6.7.8-tetrahvdro-... 220 C14H2002 071596-88-8 52
3 Butvlated Hvdroxvtoluene 220 C15H240 000128-37-0 38
4 2.6-Bis(l.1-dimethvlethv)-4-met... 262 C18H300 004278-82-4 30
5 2H-1-Benzopyran, 6,7-dimethoxy-2... 220 C13H1603 000644-06-4 30
Abundance Scan 2502 (18.292 min): BG028884.D (-2492) (-) m/z 205.10 100.00%
1
5000 j\\
261.2 U RN SN UGN B
- 386.1 18.00 18.20 18.40 18.60
o = m/z 57.10 68.79%
m/z--> 50 100 150 200 250 300 350
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
910 ‘ m/z 217.10 64 .89%
ol—— I\H m Hm \hu U‘\MH\I\H\ \HI \H\ ‘\ ‘\H U H ‘\ I .‘.. —
m/z--> 50 100 250 300 350
Abundance
43.0 205.0
18.00 18.20 18.40 18.60
5000 177.0 m/z 189.05  48.74%
910 121.0
e s L L L L WL BN
m/z--> 50 100 150 200 250 300 350
Abundance #77555: Butylated Hydroxytoluene
205.0 18.00 18.20 18.40 18.60
m/z 175.10 47 _.72%
5000
5.0 1050 1450 177.0
0...‘|‘\.‘.“.J.“|‘.““.‘I.“.' |‘|\|‘||||‘|| —
m/z--> 50 100 150 200 250 300 350 18.00 18.20 18.40 18.60

8270-BG091217.M Mon Sep 25 11:28:56 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092217\
Data File : BG028884.D

Aca On : 22 Sep 2017 21:20

Operator : SJ/JU

Sample : 15301-08

Misc :

ALS Vial : 8 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 13 Butyl citrate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.88 4.39 ng 161367 Chrysene-di12 21.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl citrate 360 C18H3207 000077-94-1 76
2 Adipic acid. cvcloheptvl isobutyv... 298 C17H3004 1000324-71-5 53
3 Adipic acid. 3-heptvl isobutvl e... 300 C17H3204 1000353-64-8 53
4 Adipic acid. 2-hexvl isobutvl ester 286 C16H3004 1000353-70-9 53
5 Adipic acid, 3-hexyl isobutyl ester 286 C16H3004 1000353-62-2 53
Abundance Scan 2772 (19.878 min): BG028884.D (-2766) (-) m/z 185.10 100.00%
1290 186.1 223.1
5000 57.1
259.2 BAARARSARARAN RASANARS
9L : 19.60 19.80 20.00 20.20
o 2913 /49 4LT h77 223.10  88.88%
m/z--> 50 100 150 200 250 300 350 400
Abundance #190469: Butyl citrate
185.0
129.0
5000 U RN SRR AR A
19.60 19.80 20.00 20.20
41.0 259.0 m/z 129.00 82 .36%
oL 8O a0 3610
m/z--> 50 100 150 200 250 300 350 400
Abundance
129.0
19,60 19.80 20.00 20.20
5000 m/z 57.10 45_.03%
185.0
55.0
o 97.0 225.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #144625: Adipic acid, 3-heptyl isobuty! ester
129.0 19.60 19.80 20.00 20.20
m/z 41.05 28.04%
5000 185.0
57.0
ol2z0, | 980 | _227.0
m/z--> 50 100 150 200 250 300 350 400 19.60 19.80 20.00 20.20

8270-BG091217.M Mon Sep 25 11:28:57 2017

20170605-COMP-B
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEMI\BNA G\DATA\BG092217\
BG028884 .D

22 Sep 2017 21:20

SJ/JU

15301-08

8 Sample Multiplier: 1

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 14 Ethanol, 2-[2-[2-[4-(1,1,3,... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
21.40 2.85 ng 104568 Chrysene-di12 21.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-T2-12-T4-(1.1.3.3-tet... 338 C20H3404 002315-62-0 68
2 13H-Dibenzola.ilcarbazole 267 C20H13N 000239-64-5 43
3 1-Phenvl-3-(3-nitrophenvl)-2-pvr... 267 C15H13N302 077242-45-6 38
4 Benzimidazole-2-methanol. .alpha... 298 C17H18N203 309724-70-7 38
5 7H-Dibenzo[c,g]carbazole 267 C20H13N 000194-59-2 38

Abundance Scan 3031 (21.400 min): BG028884.D (-3023) (-) m/z 267.20 100.00%
26y.2
5000{ 451 135.1
89.0 161.0
207.0 3381 21.00 21.20 21.40 21.60 21.80
o A o 3033 S0 m/z 45.10  46.32%
m/z--> 50 100 150 200 250 300 350
Abundance #175380: Ethanol, 2-[2-[2-[4-(1,1,3,3-tetramethylbutyl)phe...
267.0
5000
450 21.00 21.20 21.40 21.60 21.80
: 133.0 m/z 135.05 37 .74%
0 M‘ n‘n alle u‘\‘m‘ “HHM “\ ‘]-6:‘[0 2050 ‘2370 } 2950 3380
m/z--> 50 100 150 200 250 300 350
Abundance
267.0
21.00 21.20 21.40 21.60 21.80
5000 m/z 133.05 19.41%
133.0
027.0 630  106.0 163.0  213.0239.0
m/z--> 50 100 150 200 250 300 350
Abundance #116379: 1-Phenyl-3-(3-nitrophenyl)-2-pyrazoline
267.0 21.00 21.20 21.40 21.60 21.80
m/z 57.10 19.16%
5000 7.0
221.0
510 rm.o ‘
ol Lﬂ,nh,prﬂm,,,l e ,.ﬂ. I
m/z--> 50 100 150 200 250 300 350 21.00 21.20 21.40 21.60 21.80

8270-BG091217.

M Mon Sep 25 11:28:58 2017

20170605-COMP-B

Page: 14



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG092217\

Data File : BG028884.D

Acq On : 22 Sep 2017 21:20

Operator : SJ/JU

3?22'6 i 15301-08 20170605-COMP-B
ALS Vial : 8 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]
2-Pentanone, 4-hy... 5.38 5.2 ng 38492 1 8.28 147332 20.0
unknown7 .81 7.81 97.9 ng 720923 1 8.28 147332 20.0
2,2,4-Trimethyl-1_... 13.24 3.1 ng 55977 3 14.90 360561 20.0
Metacetamol 13.76 2.9 ng 51560 3 14.90 360561 20.0
Phenol, 3-(1,1-di... 14.40 7.1 ng 127467 3 14.90 360561 20.0
2,5-Cyclohexadien... 14.53 4.6 ng 82702 3 14.90 360561 20.0
unknownl15.28 15.28 18.6 ng 334769 3 14.90 360561 20.0
3,5-di-tert-Butyl... 17.21 2.6 ng 78346 4 17.65 601103 20.0
3,5-di-tert-Butyl... 17.57 2.1 ng 63873 4 17.65 601103 20.0
7,9-Di-tert-butyl... 18.29 7.3 ng 218695 4 17.65 601103 20.0
Butyl citrate 19.88 4.4 ng 161367 5 21.96 734348 20.0
Ethanol, 2-[2-[2-... 21.40 2.9 ng 104568 5 21.96 734348 20.0
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