LSC Area Percent Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG012618\
Data File : BG032342.D

Aca On : 26 Jan 2018 23:45

Operator : SJ/JU

Sample : J1288-08

Misc :

ALS Vial : 13 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-BG011218.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 3.463 25 30 42 rBV 252941 402457 16.37% 3.301%
2 6.154 481 488 498 rBV 371322 641188 26.08% 5.259%
3 7.835 766 774 787 rBV 370029 707512 28.78% 5.803%
4 8.234 834 842 856 rVB 404155 745621 30.33% 6.115%
5 8.722 918 925 934 rBV 93342 166674 6.78% 1.367%

9.057 974 982 992 rVB 318422 581961 23.67% 4.773%
9.915 1118 1128 1143 rBV 229052 432601 17.60% 3.548%
11.601 1407 1415 1426 rBV 126786 237422 9.66% 1.947%
12.864 1624 1630 1637 rBV2 29769 48502 1.97% 0.398%
13.980 1812 1820 1830 rBV 821811 1313146 53.41% 10.770%

=
QO ~NO®

11 14.779 1950 1956 1963 rBV 121911 181846 7.40% 1.491%
12 15.355 2047 2054 2063 rBV2 233548 379030 15.42% 3.109%
13 16.683 2274 2280 2291 rBV 271868 391943 15.94% 3.215%
14 16.830 2298 2305 2315 rBV 827515 1297020 52.76% 10.638%
15 18.087 2513 2519 2526 rBV2 359593 544548 22.15% 4._.466%

16 18.904 2653 2658 2663 rBV3 21280 33827 1.38% 0.277%
17 20.625 2945 2951 2958 rVB 1889868 2458433 100.00% 20.163%
18 21.953 3172 3177 3184 rBV3 41318 67442 2.74% 0.553%

19 22.412 3247 3255 3266 rBV2 414959 770596 31.35% 6.320%
20 26.096 3867 3882 3895 rBV2 247078 790776 32.17% 6.486%

Sum of corrected areas: 12192545

8270-BG011218.M Mon Jan 29 11:41:27 2018 Page: 1



LSC Report - Integrated Chromatogram

Data Path : U:\HPCHEM1\BNA G\DATA\BG012618\
Data File : BG032342.D

Aca On : 26 Jan 2018 23:45

Operator : SJ/JU

Sample = J1288-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method

Z:\HPCHEM1\BNA G\METHODS\8270-BG011218_.M

Quant Title ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG032342.D
1500000
1000000
500000
6.15 7.83 823 0.06
3.46 I 9.91
11.60
0 8,'\72 12.86
e o o o o o o o o B o o o o o o o o B o o LA e e e e
Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG032342.D
20.63
1500000
1000000
13.98 16.83
500000
18.09 22.41
15.36 16.
14.78
18.90 21.95
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: BG032342.D
1500000
1000000
500000
26.10
L0 N o e e e e e S S B 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

8270-BG011218.M Mon Jan 29 11:41:27 2018

Page: 2




Library Search Compound Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG012618\
Data File : BG032342.D

Aca On : 26 Jan 2018 23:45

Operator : SJ/JU

Sample = J1288-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG011218_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.46 48.29 ng 402457 1,4-Dichlorobenzene-d4 8.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 36
3 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 17
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 29 (3.457 min): BG032342.D (-25) (-) m/z 73.10 100.00%
73.1 T
5000
%0{ ‘ 3.40 3.50 3.60 3.70 3.80 3.90
oﬁ—rJLu....,....,....2?5?-‘.‘..,....,....,....,.‘.‘3.3;9 m/z 43.05 39.43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
5000
3.40 3.50 3.60 3.70 3.80 3.90
m/z 87.10 29.83%
39,0
0''N"‘wl"l"'|'"'|""|'"'l""l""l""l""
m/z--> 50 100 150 200 250 300 350 400
Abundance
73.0
3.40 3.50 3.60 3.70 3.80 3.90
5000 m/z 55.10 28.35%
390
112.0
L L A L L L W UL W
m/z--> 50 100 150 200 250 300 350 400
Abundance #7506: 2-Methyl-5-hexen-3-ol
73.0 3.40 3.50 3.60 3.70 3.80 3.90
m/z 41.05 13.32%
5000
39/0
0''“'"‘l'J"|'"'|""|'"'l""l""l""l""
m/z--> 50 100 150 200 250 300 350 400 3.40 3.50 3.60 3.70 3.80 3.90
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG012618\
Data File : BG032342.D

Aca On : 26 Jan 2018 23:45

Operator : SJ/JU

Sample = J1288-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG011218_.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 unknown8.23 Concentration Rank 1

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

8.23 89.47 ng 745621 1,4-Dichlorobenzene-d4 8.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 17
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 10

Abundance Scan 841 (8.228 min): BG032342.D (-834) (-) m/z 132.00 100.00%
132.0
5000
68.1
00 | 9%.0 750 800 5.0 540 550
. 54.0 77.0 . . . . .
bbb ol O | S0ms0 WL L eE 10 35, 18%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
5000 970 RS NARASRARNE R RS AN
7.80 8.00 8.20 8.40 8.60
310 70.0 m/z 134.00 33.45%
0 ‘ 44\.0 I, 60‘\0 ! | 860 | 116.0 !
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
69,0 - 750 800 5.0 540 560
5000 ' m/z 66.10 26.19%
31.0 51.0
79.0
e R R RS RS RS LR AR SRR RS RS AR R
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine et
132.0 7.80 8.00 8.20 8.40 8.60
m/z 69.10 16.87%
5000
33.0 44.0 0.0 105.0
0""PL"I”"I'”§%?'”l"”29'”I"ﬂW'JJ'ﬁ%§9I”"I"”I" RN SR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG012618\
Data File : BG032342.D

Aca On : 26 Jan 2018 23:45

Operator : SJ/JU

Sample = J1288-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG011218_.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 unknownl12.89 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.86 4.09 ng 48502 Naphthalene-d8 11.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hvdroxv-iso-butvrophenone 164 C10H1202 007473-98-5 43
2 Propanedioic acid. (benzovlhvdra... 282 C12H14N206 1000142-99-9 28
3 Ethanone. 2-amino-1-phenvl- 135 C8H9NO 000613-89-8 16
4 Ethanol. 1l-methoxv-. benzoate 180 C10H1203 051835-44-0 9
5 _alpha.-(Methylthio)acetamide 105 C3H7NOS 022551-24-2 7
Abundance Scan 1629 (12.858 min): BG032342.D (-1624) (-) m/z 59.00 100.00%
54.0
5000 77.0 105.0
43.0 R SR BN SRR S
| | | 1102 12.60 12.80 13.00 13.20
Ol ettt m/z 105.00 46.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #33322: 2-Hydroxy-iso-butyrophenone
59.0
5000 L UL S BRI SR
12.60 12.80 13.00 13.20
43.0 71.0 105.0 m/z 77.00 44 . 79%
31.0 *%
0 Jog | 91.0 M 121.0 149.0
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
59.0 770 105.0
1260 12.80 13.00 13.20
5000 m/z 51.00 29.06%
45.0 136.0
o 118.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15522: Ethanone, 2-amino-1-phenyl- A
30.0 12.60 12.80 13.00 13.20
m/z 43.00 21.61%
5000 77.0
510 105.0
ol 180 | \k 630 | 910 | 1170 0
m/z--> 1'0 2'0 30 4'0 5'0 6|O 7'0 8|0 9'0 1(')0 ﬁo 12'0 1§0 14'10 1&'30 12.60 12.80 13.00 13.20

8270-BG011218.M Mon Jan 29 11:41:29 2018 Page: 5



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG012618\
Data File : BG032342.D

Aca On : 26 Jan 2018 23:45

Operator : SJ/JU

Sample = J1288-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG011218_.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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.68 20.68 ng 391943 Acenaphthene-d10 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 Azobenzene. (E)- 182 C12H10N2 017082-12-1 72
3 Azobenzene 182 C12H10N2 000103-33-3 53
4 2.4.6-Trimethoxvtoluene 182 C10H1403 014107-97-2 43
5 1,1"-Biphenyl, 3,4"-dimethyl- 182 C14H14 007383-90-6 43
Abundance Scan 2279 (16.677 min): BG032342.D (-2274) (-) m/z 105.00 100.00%
105.0 1821
77.0
5000
51.0
152.1 16.40 16.60 16.80 17.00
ol 389 I 640 12rt  oun1es1 |l Tw/z 182.10 78.61%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47243: Benzophenone
105.0
7.0 182.0
5000 LI I B UL SUR

0 16.40 16.60 16.I8O 17.00
5L m/z 77.00 65.98%

27.0 | 126.0 152.0 i
T e T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
77.0
e e
16.40 16.60 16.80 17.00
5000 m/z 51.00 27.53%
51.0 182.0
oL 270 64.0 91.01050 1280 1520
L B o e T o e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47125: Azobenzene B Rmman na
77.0 16.40 16.60 16.80 17.00
m/z 183.10 12.37%
182.0
5000
51.0 105.0
o 380 | 640 | o910 1280 1920 ‘
i B L B B L e e R R a e
m/z--> 20 40 60 80 100 120 140 160 180 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEMI1\BNA_G\DATA\BG012618\
Data File : BG032342.D

Acq On : 26 Jan 2018 23:45

Operator : SJ/JU

Sample - J1288-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_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]
Butane, 2-methoxy... 3.46 48.3 ng 402457 1 8.72 166674 20.0
unknown8.23 8.23 89.5 ng 745621 1 8.72 166674 20.0
unknownl12 .89 12.86 4.1 ng 48502 2 11.60 237422 20.0
Benzophenone 16.68 20.7 ng 391943 3 15.36 379030 20.0
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