LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032818\
Data File : BG033392.D

Aca On : 28 Mar 2018 18:58

Operator : SJ/JU

Sample : J2072-04

Misc :

ALS Vial : 7 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 3.482 25 33 43 rBV 128208 271839 8.19% 1.466%
2 3.570 43 48 58 rvB 97115 148442 4_47% 0.800%
3 5.779 418 424 431 rBvV2 35185 62333 1.88% 0.336%
4 6.314 507 515 529 rBV 684587 1265056 38.14% 6.822%
5 8.000 792 802 827 rBV 606786 1318338 39.74% 7.109%

8.388 860 868 880 rBvV 765907 1483277 44.71% 7.999%
8.864 942 949 967 rBv2 135867 284130 8.57% 1.532%
9.199 997 1006 1020 rBV 528465 1016960 30.66% 5.484%
10.068 1144 1154 1169 rBV 419471 906042 27.31% 4 _886%
11.748 1432 1440 1450 rBV 215788 409845 12.35% 2.210%

=
QO ~NO®

11 14.110 1835 1842 1854 rBV 1403072 2324226 70.06% 12.534%
12 15.485 2069 2076 2088 rBvV2 386210 679787 20.49% 3.666%
13 15.750 2114 2121 2129 rBV2 51732 108751 3.28% 0.586%
14 16.167 2186 2192 2203 rBV 67155 167900 5.06% 0.905%
15 16.960 2320 2327 2340 rBV 1231701 1973520 59.49% 10.642%

16 18.217 2534 2541 2551 rVB2 481114 802782 24.20% 4_.329%
17 18.823 2640 2644 2649 rVB6 51679 83214 2.51% 0.449%
18 20.250 2884 2887 2890 rBv4 22409 34746 1.05% 0.187%
19 20.738 2964 2970 2977 rVB 2425251 3317299 100.00% 17.889%
20 22.559 3274 3280 3292 rVB 483725 940395 28.35% 5.071%

21 26.337 3912 3923 3939 rVB2 281884 945021 28.49% 5.096%

Sum of corrected areas: 18543903
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032818\
Data File : BG033392.D

Aca On - 28 Mar 2018 18:58

Operator : SJ/JU

Sample : J2072-04

Misc :

ALS Vvial :© 7 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG031918.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: BG033392.D
2500000

2000000
1500000

1000000
8.39
8.00

20
500000 10.07

6.31

11.75
3; 8.86
187 578

e L L L £ .

T T T T T T T
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: BG033392.D
2500000 20,74

2000000

1500000 14.11
16.96

1000000

18.22 22.56
500000 15.49

15.75 16.17 18.82 20.25

O B 14 L e e e
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: BG033392.D

2500000

2000000
1500000
1000000

500000 26.34

L

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\BG032818\
Data File : BG033392.D

Aca On : 28 Mar 2018 18:58

Operator : SJ/JU

Sample = J2072-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.57 10.45 ng 148442 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 N-EthvIformamide 73 C3H7NO 000627-45-2 9
4 Methane. isothiocvanato- 73 C2H3NS 000556-61-6 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 48 (3.570 min): BG033392.D (-43) (-) m/z 73.00 100.00%

73 K
5000
43
55 87

105 121 205 340 360 380  4.00
Ol b e R e P2, m/z 43.00 39.16%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4486: Butane, 2-methoxy-2-methyl-
73

5000 |||| IIIIIIIIIII
3.40 360 3.80 4.00

43 55 87 m/z 55.00 32.96%

\\ \‘\ ‘ Il ‘
m/z--> 2|0 4|0 6|0 8IO 1CI)O 12|O 14|10 160 180 2CI)O 250
Abundance
73
87

3.40 360 3.80 4.00

o

5000 41 55 m/z 87.10 26.45%
29
99 112 129
Ol T T T R e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #734: N-Ethylformamide ot e A
30 340 360 3.80  4.00
73 m/z 41.00 11.20%
5000
44 58
m/z--> 20 40 60 80 100 120 140 160 180 200 220 340 360 3.80  4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032818\
Data File : BG033392.D

Aca On : 28 Mar 2018 18:58

Operator : SJ/JU

Sample = J2072-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.78 4.39 ng 62333 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 2-Propyn-1-ol, acetate 98 C5H602 000627-09-8 9

Abundance Scan 424 (5.779 min): BG033392.D (-418) (-) m/z 42.95 100.00%
a3
59
5000
101
540 560 5.80 6.00 6.20
o....,....',Iu:..':|,....,8.3...,|....,....,....,.1‘?5f. m/z 58.95 54.52%
m/z--> 20 40 60 80 100 120 140 160
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 AR RS USRS UL
540 560 5.80 6.00 6.20
m/z 101.00 20.47%
15 4 ‘ 101
0"'t|'”“'\“'"*|""F?"“J""l""l""l""
m/z--> 20 40 60 80 100 120 140 160
Abundance
43
- 540 560 580 6.00 6.20
5000 m/z 57.95 16.42%
29 101
o 15 73 83
L S AL S S WAL SURLLL SR WAL
m/z--> 20 40 60 80 100 120 140 160
Abundance #4076: Morpholine, 4-methyl-
43 540 560 5.80 6.00 6.20
m/z 41.10 8.67%
5000
101
15
A NN
0""'l"‘H"'|‘l"ll"‘"l'8§"|""|"" S SN
m/z--> 20 40 60 80 100 120 140 160 540 560 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032818\
Data File : BG033392.D

Aca On : 28 Mar 2018 18:58

Operator : SJ/JU

Sample = J2072-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 unknown8.39 Concentration Rank 1

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

8.39 104.41 ng 1483280 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Aminoindole 132 C8H8N2 005192-03-0 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 868 (8.388 min): BG033392.D (-860) (-) m/z 131.95 100.00%
132
5000 68 !
75 96103 ‘ 8.00 8.20 8.40 8.60 8.80
o..,....,....,...:ll!.‘.‘?" 6L, .|,..':-:,..E??,...~.,.'!:.,.1.1.5.,....,'...,.. m/z 68.00 49.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000
8.00 8.20 8.40 8.60 8.80
31 70 m/z 66.00 33.36%
. 4451 60 | 77 g5 | 405 156 |
iz B o %0 4 B e 7o 8 8 100 13 130 130 14
Abundance
132
69 NSRRI S
104 8.00 8.20 8.40 8.60 8.80
5000 m/z 134.00 33.34%
78
31 49 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132 8.00 8.20 8.40 8.60 8.80
m/z 69.00 21.89%
5000
o 15 28 3 82 G 77 90 104 46 |
m/z--> 10 20 3'0 40 5'0 60 70 80 90 100 110 120 130 140 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032818\
Data File : BG033392.D

Aca On : 28 Mar 2018 18:58

Operator : SJ/JU

Sample = J2072-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 1H-Benzotriazole, 5-methyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.75 3.20 ng 108751 Acenaphthene-d10 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzotriazole. 5-methvl- 133 C7H7N3 000136-85-6 94
2 1H-Benzotriazole. 4-methvl- 133 C7H7N3 029878-31-7 81
3 Bicvclol4.2.0locta-1.3.5-triene 104 C8H8 000694-87-1 45
4 Stvrene 104 C8H8 000100-42-5 45
5 4-Ethylbenzoic acid, 2-phenyleth... 254 C17H1802 1000293-50-1 43

Abundance Scan 2121 (15.750 min): BG033392.D (-2114) (-) m/z 104.00 100.00%
104
5000 78 | 133
51
R R T
15.40 15.60 15.80 16.00
o A b 1 26r297 A5 A% Tm/z 132.95  44.82%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14692: 1H-Benzotriazole, 5-methyl-
104 133
5000
78 15.40 15.60 15.80 16.00
51 ‘ m/z 78.00 42 .31%
Ow?ﬁﬁwm”'w'N'w"'w'"w"'w"'w"'w"'w"'w"
m'z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
104
133 15.40 15.60 15.80 16.00
5000 78 m/z 76.95 34.61%
51
L S L I WL I L SIS B L
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4882: Bicyclo[4.2.0]octa-1,3,5-triene
104 15.40 15.60 15.80 16.00
m/z 51.00 34.03%
5000 78
51
o281
m/z--> ) 50 100 150 200 250 300 350 400 450 500 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032818\
Data File : BG033392.D

Aca On : 28 Mar 2018 18:58

Operator : SJ/JU

Sample = J2072-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 unknownl18.82 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.82 2.07 ng 83214 Phenanthrene-d10 18.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-1-Benzopvran. 6.7-dimethoxv-2... 220 C13H1603 000644-06-4 42
2 5-Chloro-2.3-dihvdrofuro(2.3-b)a... 205 C11H8CINO 064124-92-1 38
3 3.5-Cvclohexadiene-1.2-dione. 3.... 220 C14H2002 003383-21-9 35
4 7-Chloro-2.3-dihvdrofuro(2.3-b)a... 205 C11H8CINO 064124-91-0 27
5 Butylated Hydroxytoluene 220 C15H240 000128-37-0 25
Abundance Scan 2644 (18.823 min): BG033392.D (-2640) (-) m/z 205.00 100.00%
57 5
5000 89 175
135
b 32 281282 355 441 | 18.40 18.60 18.80 19.00 19.20
o e m/z 57.00 87 .54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #77216: 2H—l—Benzop¥§‘an, 6,7-dimethoxy-2,2-dimethyl-
205
5000 LA BN UL SN R
18.40 18.60 18.80 19.00 19.20
161 m/z 217.10 68.00%
43 89 91 445
| My |
0...HiH.”.“.‘.|‘.“‘...“|l‘.“‘.l ‘....|....|....|....|....|
m/z--> 50 100 150 200 250 300 350 400
Abundance
205
18.40 18.60 18.80 19.00 19.20
5000 m/z 55.00 41.50%
140
175
39 70 g3115
L A U L L UL L B |
m/z--> 50 100 150 200 250 300 350 400
Abundance #77412: 3,5-Cyclohexadiene-1,2-dione, 3,5-bis(1,1-dimethyl... I maE A RAE
57 18.40 18.60 18.80 19.00 19.20
205 m/z 189.00 41.19%
5000 108 149
79‘ ‘177‘
0...‘,“I.h.h.‘.‘l‘.U.”‘.|.‘.‘..‘ .l.. e
m/z--> 50 100 150 200 250 300 350 400 18.40 18.60 18.80 19.00 19.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG032818\
Data File : BG033392.D

Acq On : 28 Mar 2018 18:58

Operator : SJ/JU

Sample : J2072-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918_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]
Butane, 2-methoxy... 3.57 10.4 ng 148442 1 8.86 284130 20.0
2-Pentanone, 4-hy... 5.78 4.4 ng 62333 1 8.86 284130 20.0
unknown8 .39 8.39 104.4 ng 1483280 1 8.86 284130 20.0
1H-Benzotriazole,... 15.75 3.2 ng 108751 3 15.49 679787 20.0
unknownl18.82 18.82 2.1 ng 83214 4 18.22 802782 20.0
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