LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032718\

Data File : BG033370.D

Aca On - 27 Mar 2018 20:13 Instrument :

Operator : SJ/JU ?:'I\:gﬁ(t;Sam ol

3‘?”'0'6 : J2038-04 032218-TID8—F-D-S
isc :

ALS Vial : 10 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-BG031918.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 3.479 26 32 43 rBV2 114072 246257 5.81% 1.519%
2 3.573 43 48 59 rvB2 89694 148958 3.52% 0.919%
3 6.288 504 510 530 rBV2 137298 326794 7.71% 2.016%
4 7.974 788 797 809 rBV 79124 215357 5.08% 1.329%
5 8.379 856 866 880 rBV 312227 691594 16.33% 4_.267%
6 8.867 942 949 969 rBV2 100655 255149 6.02% 1.574%
7 9.202 995 1006 1021 rBV 529741 1081050 25.52% 6.669%
8 10.065 1145 1153 1170 rBV 421946 969678 22.89% 5.982%
9 11.752 1431 1440 1451 rBV 162506 348513 8.23% 2.150%
10 14.114 1835 1842 1856 rBVY 1499935 2581017 60.93% 15.923%
11 14.901 1969 1976 1987 rBvV 31338 52742 1.24% 0.325%
12 15.483 2069 2075 2089 rBV2 335932 580739 13.71% 3.583%
13 16.252 2200 2206 2210 rBvV 33571 45165 1.07% 0.279%
14 16.957 2319 2326 2342 rBvV 828568 1475153 34.82% 9.101%
15 17.104 2346 2351 2361 rVB 37829 68498 1.62% 0.423%
16 18.215 2529 2540 2553 rBvV 468344 834952 19.71% 5.151%
17 19.008 2671 2675 2685 rBVvV4 32600 64563 1.52% 0.398%
18 20.735 2962 2969 2982 rBVY 2999317 4236314 100.00% 26.135%
19 22.075 3191 3197 3205 rBVv4 46856 96526 2.28% 0.595%

20 22.557 3272 3279 3289 rBV 462233 922904 21.79%% 5.694%
21 24.078 3532 3538 3547 rBV10 28834 97153 2.29% 0.599%
22 26.323 3909 3920 3933 rBV 266566 870276 20.54% 5.369%

Sum of corrected areas: 16209352
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032718\
Data File : BG033370.D

Aca On : 27 Mar 2018 20:13

Operator : SJ/JU

Sample = J2038-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG031918.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance :
3000000 TIC: BG033370.D

2500000
2000000
1500000

1000000

9.20

500000 10.07
8.38

33487 6.29 7.97 8.87 11.75

Time--> 3.50 4.00 4.50 5.00 550 600 6.50 700 750 8.00 850 9.00 9.50 10.00 10.50 11.00 1150 1200 12.50

Abundance 5
3000000 TIC: BG033370.D e

2500000

2000000

1500000 1411

1000000 16.96

18.21 22.56
500000 15.48

14.90 }\ 16.25 7.10 19.01 22.07
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Time--> 13.50 14.00 14.50 15.00 1550 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: BG033370.D

2500000

2000000

1500000

1000000

500000
26.32

24.08

O R o B R R RARaaa A L L e L AR

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\BG032718\
Data File : BG033370.D

Aca On : 27 Mar 2018 20:13

Operator : SJ/JU

Sample = J2038-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG031918.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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.57 11.68 ng 148958 1,4-Dichlorobenzene-d4 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 N-EthvIformamide 73 C3H7NO 000627-45-2 9
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
5 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 9

Abundance Scan 47 (3.567 min): BG033370.D (-43) (-) m/z 72.95 100.00%
73
5000 B3 /\
87 L A A N
| 340 360 3.80 4.00
Obrrprrrr prerrprrrbt et bl e M/Z 43.000 39.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 LA A A
43 340 360 3.80 4.00
55 87 m/z 55.00 31.48%
29
0'”I”'W'“'P'”I“'W'“'P'”I“'?q'“I”'W"”I”'W'”'P'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 S LA LA N L
340 360 3.80 4.00
5000 41 55 m/z 87.00 24 _67%
29
0 65 80 97 112 129
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #734: N—Ethylformamide LI AL AL L B B R T
30 340 360 3.80 4.00
73 m/z 41.00 13.30%
5000
44 58
i
0'”I”“M'J"”'wmhl”'ﬂ'”'P*”l“'W”'W'”'P'”I”'W'”' LI LA N L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 340 360 3.80 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032718\
Data File : BG033370.D

Aca On : 27 Mar 2018 20:13

Operator : SJ/JU

Sample = J2038-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG031918.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 3 unknown8.38 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.38 54.21 ng 691594 1,4-Dichlorobenzene-d4 8.87
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 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9
Abundance Scan 866 (8.379 min): BG033370.D (-856) (-) m/z 132.00 100.00%
132
5000 68 /\KN»
40 96 ‘ llllllllllllllllll
54 800 8.20 840 8.60 8.80
ol .':»,?5..1,'!~.1.1.5,.. S —" m/z 68.00 46.67%

104

5000 e T e
8.00 8.20 8.40 8.60 8.80

m/z 66.00 34 .24%

31 ‘
0 ‘H\\ H Il ‘ |
o o A e e e N  REmEE
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132

8.00 8.20 8.40 8.60 8.80
5000 m/z 134.00 31.41%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69

15 28 39 52 63 77 90 104 o

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52379: Tranylcypromine-propionyl  REEEE e Raaan
57 132 8.00 8.20 8.40 8.60 8.80

m/z 69.00 20.00%

74
5000 9g 116
h\ J Jm M‘ L 158 189
..w..”,..” o L e

m/z--> 20 40 100 120 140 160 180 200 8.00 8.20 8.40 8.60 8.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032718\
Data File : BG033370.D

Aca On : 27 Mar 2018 20:13

Operator : SJ/JU

Sample = J2038-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG031918.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 5 Bromoacetic acid, pentadecy... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.07 2.09ng 96526  Chrysene-d12 22.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Bromoacetic acid. pentadecvl ester 348 C17H338r02  131143-01-6 87
2 1-Docosene 308 C22H44 001599-67-3 83

3 Trichloroacetic acid. tetradecvl... 358 C16H29C1302 074339-52-9 83
4 Acetic acid. chloro-. hexadecvl ... 318 C18H35CI102 052132-58-8 81
5 1,2-Octadecanediol 286 C18H3802 020294-76-2 80
Abundance Scan 3196 (22.069 min): BG033370.D (-3191) (-) m/z 56.95 100.00%
57 g3
5000
282 397 e 475 21.80 22.00 22.20 22.40
or— A m/z 83.00 82.93%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #182418: Bromoacetic acid, pentadecy! ester
43
5000
111 21.80 22.00 22.20 22.40
‘ m/z 55.00 79.49%
141 182
o AL e s
m/z--> 0 50 100 15 O 250 300 350 400 450
Abundance
55
97 21.80 22.00 22.20 22.40
5000 m/z 43.00 74.66%
29
125
0 153181 308
i i B B B B s T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #189051: Trichloroacetic acid, tetradecy! ester e AR e
43 83 21.80 22.00 22.20 22.40
m/z 97.10 58.66%
5000
111
139
oA LA 220826 20
m/z--> 0 50 100 150 200 250 300 350 400 450 21.80 22.00 22.20 22.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032718\
Data File : BG033370.D

Aca On : 27 Mar 2018 20:13

Operator : SJ/JU

Sample = J2038-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG031918.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 4,4"-Dihydroxydiphenylsulphone Concentration Rank 5

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

24.08 2.11 ng 97153 Chrysene-di12 22.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.47-Dihvdroxvdiphenvilsulphone 250 C12H1004S 000080-09-1 93
2 n-Decvl(phenvDsulfide 250 C16H26S 013910-18-4 38
3 1H-Pvrazole-5-carboxvlic acid. 4... 141 C4H7N50 1000327-48-2 35
4 1.3-Benzenediol. o-(2.6-difluoro... 250 C13H8F203 1000330-83-2 32
5 4,47 -Thiodibenzenethiol 250 C12H10S3 019362-77-7 22
Abundance Scan 3538 (24.078 min): BG033370.D (-3532) (-) m/z 250.00 100.00%

141 250
5000
292 341
169186 505223 087 23.80 24.00 24.20 24.40

o} m/z 140.95 92.56%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #101851: 4,4'-Dihydroxydiphenylsulphone
250
110 141
5000
65 o3 23.80 24.00 24.20 24.40
39 m/z 110.00 84 .94%
o ‘ . 158 186203
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
110
250 23.80 24.00 24.20 24.40
5000 m/z 142.00 49 .54%
41
o 69 85 137 165185 222
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #18824: 1H-Pyrazole-5-carboxylic acid, 4-amino-, hydrazide
110 23.80 24.00 24.20 24.40
141 m/z 65.00 28.86%
5000 55
oh .37 82 ‘ i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 23. 80 24 00 24.20 24.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG032718\
Data File : BG033370.D

Acq On : 27 Mar 2018 20:13

Operator : SJ/JU

Sample - J2038-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918.M
Quant Title : 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]
Butane, 2-methoxy... 3.57 11.7 ng 148958 1 8.87 255149 20.0
unknown8 .38 8.38 54_.2 ng 691594 1 8.87 255149 20.0
Bromoacetic acid,... 22.07 2.1 ng 96526 5 22.56 922904 20.0
4,4"-Dihydroxydip... 24.08 2.1 ng 97153 5 22.56 922904 20.0

8270-BG031918.M Wed Mar 28 15:12:23 2018 Page: 7



