LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041118\

Data File : BG033751.D

Aca On - 11 Apr 2018 18:47 Instrument :

Operator : SJ/JU BNA_G

Sample  : J2320-01 el

Mi _ 040918-DBRI-E-D-B
isc :

ALS Vial : 6 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 3.475 26 32 42 rBV 137453 290327 8.27% 2.382%
2 3.564 42 47 57 rvB 109171 192052 5.47% 1.576%
3 6.284 504 510 529 rBV2 98888 237922 6.78% 1.952%
4 7.970 791 797 815 rBV2 51614 161147 4 _.59% 1.322%
5 8.370 858 865 879 rBV 232713 525185 14.97% 4_.310%
6 8.857 941 948 960 rBV 68409 159410 4 .54% 1.308%
7 9.186 997 1004 1017 rBV2 375242 772657 22.02% 6.340%
8 10.056 1145 1152 1168 rBV 283177 667092 19.01% 5.474%
9 11.736 1431 1438 1457 rBV2 103756 242454 6.91% 1.990%
10 14.098 1832 1840 1857 rBvV 955944 1667219 47.51% 13.681%
11 14.891 1970 1975 1980 rBvV2 27053 44822 1.28% 0.368%
12 15.473 2068 2074 2084 rVB2 217197 384071 10.95% 3.152%
13 16.237 2199 2204 2208 rvVB2 28883 36368 1.04% 0.298%
14 16.683 2276 2280 2285 rBvV2 35980 51036 1.45% 0.419%

15 16.942 2317 2324 2344 rBV 577392 1030486 29.37% 8.456%
16 17.089 2345 2349 2357 rVB2 25330 46741 1.33% 0.384%
17 18.205 2533 2539 2551 rBV 327989 597195 17.02% 4_.900%
18 20.720 2961 2967 2980 rBV 2458307 3508998 100.00% 28.794%
19 22.060 3189 3195 3207 rBV6 35319 79161 2.26% 0.650%
20 22.547 3270 3278 3294 rBV 390583 755372 21.53% 6.198%

21 26.307 3905 3918 3932 rBV2 220342 736785 21.00% 6.046%

Sum of corrected areas: 12186500
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041118\

Data File : BG033751.D

Aca On : 11 Aor 2018 18:47

Operator : SJ/JU

ﬁ?ggle i J2320-01 040918-DBRI-E-D-B
ALS Vial : 6 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: BG033751.D

2000000
1500000
1000000

500000 9.19
8.37 10.06

34186 6.28 797 8.86 1174

Time--> 350 4.00 450 500 550 600 650 700 750 800 850 900 950 1000 10.50 11.00 11.50 12.00 1250
Abundance TIC: BG033751.D

20172

2000000
1500000

1000000 14.10

16.94
500000 2255

18.21
15.47
14.89 j\ 16.24 16.6817.09 L 22.06
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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: BG033751.D

2000000

1500000

1000000

500000
26.31

R A Ea S R R e RS EA s s 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\BG041118\

Data File : BG033751.D

Aca On : 11 Aor 2018 18:47

Operator : SJ/JU

ﬁ?ggle i J2320-01 040918-DBRI-E-D-B
ALS Vial : 6 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.

3.56 24.10 ng 192052 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 64
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 10
4 N-EthvIlformamide 73 C3H7NO 000627-45-2 9
5 3-Pentanol, 2,3-dimethyl- 116 C7H160 000595-41-5 9

Abundance Scan 46 (3.558 min): BG033751.D (-42) (-) m/z 73.00 100.00%

7B
5000 43
87
LA L N L R
340 360 380  4.00
9

o,',”*ﬂ',,,,,zf‘z m/z 43.00 40.18%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4486: Butane, 2-methoxy-2-methyl-
73

5000 LI N L L L ) L L
43 3.40 3.60 3.80 400
87 m/z 87.00 28.40%
Ll P9 i
Obr e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
e R
Mg | 87 340 360 380 4.00
5000 m/z 55.00 27.16%
27
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4436: Pentane, 3-methoxy- — P
7. 3.40 3.60 3.80 4.00

m/z 45.00 13.37%

5000
45
29
|l B9 101

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3.40 3.60 3.80 400

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041118\

Data File : BG033751.D

Aca On : 11 Aor 2018 18:47

Operator : SJ/JU

ﬁ?ggle i J2320-01 040918-DBRI-E-D-B
ALS Vial : 6 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 unknown8.37 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.37 65.89 ng 525185 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 1H-Indazole. 3-methvl- 132 C8H8N2 1000316-00-2 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10
Abundance Scan 865 (8.370 min): BG033751.D (-858) (-) m/z 132.00 100.00%

132
5000

800 820 840 860 880
01 m/z 68.00 47 .14%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132

5000 P T
8.00 8.0 8.40 8.60 8.80

m/z 66.00 34 .68%

o1 28 3 s B 77 90 104 g5
T e o e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance

132

8.00 8.20 8.40 8.60 8.80

5000 m/z 134.00 29.86%
33 44 o g7 105
78
0 51 60 86 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14499: 1H-Indazole, 3-methyl-  REEEE R EE
132 800 820 840 860 880

m/z 69.00 21.03%

5000
0 5 63 17 o0 104
\Hm \‘\ iy ‘M MM [ ‘
R R R RR R SRR o e

\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.00 820 8.40 8.60 8.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041118\

Data File : BG033751.D

Aca On : 11 Aor 2018 18:47

Operator : SJ/JU

ﬁ?ggle i J2320-01 040918-DBRI-E-D-B
ALS Vial : 6 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 5 Triethyl citrate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.68 2.66 ng 51036 Acenaphthene-d10 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 90
2 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 64
3 Quinoline. 2.4-dimethvl- 157 C11H11IN 001198-37-4 53
4 1-Amino-2-methvilnaphthalene 157 C11H11N 002246-44-8 50
5 3-Chloro2-fluorobenzoic acid, 3-... 356 C20H30CIFO2 1000338-64-3 50
Abundance Scan 2279 (16.678 min): BG033751.D (-2276) (-) m/z 157.00 100.00%
187
5000
43 115
69 87 129 185 203 16.40 16.60 16.80 17.00
| S YOV W SN S TS U i — m/z 115.00 27.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #123850: Triethyl citrate
157
5000 29
115 16.40 16.60 16.80 17.00
43 203 m/z 43.00 25.47%
ol15 1 J 69 87,4 | 129943 185 231 277
m/z--> 25 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
157
16.40 16.60 16.80 17.00
5000 43 115 m/z 86.90 10.26%
87
73
o 59 0 B 188
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #29213: Quinoline, 2,4-dimethyl- T L e REamE e
157 16.40 16.60 16.80 17.00
m/z 129.00 9.77%
5000
115
0 27 I 5\1 Iy 7\7 101 ‘\ I 14‘.2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041118\

Data File : BG033751.D

Aca On : 11 Aor 2018 18:47

Operator : SJ/JU

ﬁ?ggle i J2320-01 040918-DBRI-E-D-B
ALS Vial : 6 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 Acetic acid, trifluoro-, do... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22 .06 2.10 ng 79161 Chrysene-di12 22 .55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. trifluoro-. dodecvl... 282 C14H25F302 006222-00-0 83
2 1-Octadecanol 270 C18H380 000112-92-5 83
3 1-Docosene 308 C22H44 001599-67-3 83
4 n-Heptadecanol-1 256 C17H360 001454-85-9 83
5 Carbonic acid, octadecyl 2,2,2-t... 444 C21H39CI1303 1000314-56-3 80
Abundance Scan 3195 (22.060 min): BG033751.D (-3189) (-) m/z 55.00 100.00%
56 g3
5000
21.80 22.00 22.20 22.40
(o} m/z 43.00 88.64%
m/z--> 50 100 150 200 250 300 350 400
Abundance #128889: Acetic acid, trifluoro-, dodecyl ester
55
83
5000
11 21.80 22.00 22.20 22.40
m/z 83.10 81.97%
29 ‘ 140 168
213
0..“‘.‘.““”“”““....lu‘..2.6‘.1..|....|....|...
m/z--> 50 150 200 250 300 350 400
Abundance
43, 83
21.80 22.00 22.20 22.40
5000 11 m/z 97.10  70.72%
18 139 168 19g 224 252
O o e R T T T o o o o
m/z--> §0 160 1éo 260 250 360 3%0 460
Abundance #151538: 1-Docosene
5 21.80 22.00 22.20 22.40
o m/z 57.00 70.66%
5000
29
125
L L s
m/z--> 50 1(')0 1&'30 2(')0 25'30 3(')0 3&1,0 4(')0 21.80 22.00 22.20 22.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG041118\

Data File : BG033751.D

Acq On : 11 Apr 2018 18:47

Operator : SJ/JU

ﬁ?ggle i J2320-01 040918-DBRI-E-D-B
ALS Vial : 6 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... 3.56 24_.1 ng 192052 1 8.86 159410 20.0
unknown8 .37 8.37 65.9 ng 525185 1 8.86 159410 20.0
Triethyl citrate 16.68 2.7 ng 51036 3 15.47 384071 20.0
Acetic acid, trif... 22.06 2.1 ng 79161 5 22.55 755372 20.0
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