LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG121217\
Data File : BG031501.D

Aca On : 12 Dec 2017 20:48

Operator : SJ/JU

Sample : 16824-03

Misc :

ALS Vial : 17 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-BG121117.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

5.186 317 323 333 rBV 52487 90414 1.40% 0.357%
5.667 399 405 418 rBV 534882 919260 14.23% 3.626%
rBv 328540 627770 9.72% 2.476%
7.642 734 741 752 rBV 977838 1753120 27.14% 6.915%
8.106 812 820 830 rBV 192648 348639 5.40% 1.375%
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8.435 868 876 889 rBvV 924964 1664287 25.76% 6.565%
9.275 1011 1019 1041 rBV 644603 1314339 20.35% 5.184%
10.926 1292 1300 1319 rBV 233044 510425 7.90% 2.013%
13.352 1706 1713 1727 rBV 2208502 3661435 56.68% 14.442%
14.733 1941 1948 1963 rBV2 453621 788207 12.20% 3.109%

=
QO ~NO®

11 16.079 2171 2177 2189 rBV 162610 260813 4._.04% 1.029%
12 16.220 2194 2201 2219 rBV 1822222 2931204 45.38% 11.562%
13 17.477 2408 2415 2427 rBV2 673159 1113642 17.24% 4 _.393%
14 18.341 2553 2562 2571 rBvV4 40932 91263 1.41% 0.360%
15 19.604 2772 2777 2788 rBV2 65296 140785 2.18% 0.555%

16 20.068 2849 2856 2870 rBV 4799621 6459575 100.00% 25.479%
17 21.743 3134 3141 3151 rBvV2 789588 1386260 21.46% 5.468%
18 25.027 3689 3700 3714 rBV2 431019 1290819 19.98% 5.092%

Sum of corrected areas: 25352257
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG121217\
Data File : BG031501.D

Aca On : 12 Dec 2017 20:48

Operator : SJ/JU

Sample : 16824-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG121117_.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: BG031501.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG121217\
Data File : BG031501.D

Aca On : 12 Dec 2017 20:48

Operator : SJ/JU

Sample : 16824-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG121117_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.19 5.19 ng 90414 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
4 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 28
5 Propanoic acid, 2-hydroxy-2-meth... 132 C6H1203 000080-55-7 17

Abundance Scan 324 (5.191 min): BG031501.D (-317) (-) m/z 43.00 100.00%
43.0
59.0
5000
1050 480 500 520 540 560
82.9 : : : : :
o...,....,....,....-,'::.?,1-.0.:~I,~....,....,.-...,...:,|....,. m/z 59.00 61.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L AL LN I
59.0 480 500 520 540 560
m/z 101.00 19.46%
31.0 83.0 93010‘1.0
r 77T
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
o 250 500 520 540 560
5000 m/z 58.00 18.41%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0 480 5.00 520 5.40 5.60
m/z 41.10 8.92%
5000
6.0 101.0
15.0 :
Ol e U7 690 860 | by |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG121217\
Data File : BG031501.D

Aca On : 12 Dec 2017 20:48

Operator : SJ/JU

Sample : 16824-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG121117_.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 unknown7.64 Concentration Rank 1

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

7.64 100.57 ng 1753120 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
3 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 741 (7.642 min): BG031501.D (-734) (-) m/z 132.00 100.00%
132.0
5000 68.1 A
96.0 HEAEE SRS RARAS RARRE AN
40.0 54.0 J 740 7.60 7.80 8.00
o‘w.'?}?..!,u.ﬂ?-?.. S — m/z 68.10 39.63%
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony!
57.0 132.0
74.0
5000 98.0 116.0 LRI LS UL I R
7.40 7.60 7.80 8.00
m/z 134.00 32.98%
O::||||||‘|‘|‘|‘||‘|‘M|||“|||‘H“||‘|“|||“‘|||||15|8|.0|||||:!-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
740 7.60 7.80 8.00
5000 m/z 66.00 26.93%
51.0 70.0 86.0
o1t
m/z--> 40 60 80 100 120 140 160 180
Abundance #14509: 1-Methylpyrrolo[1,2-a]pyrazine R =
132.0 740 7.60 7.80 8.00
m/z 69.10 17.05%
5000
104.0
0 38,0 5%0 6?\0 7?\0 91.0 | 170 ||
T LR L L DL L DL L L UL

m/z--> 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG121217\
Data File : BG031501.D

Aca On : 12 Dec 2017 20:48

Operator : SJ/JU

Sample : 16824-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG121117_.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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.08 6.62 ng 260813 Acenaphthene-d10 14.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Acetophenone. 2-chloro- 154 C8H7CIO 000532-27-4 46
3 Benzoic acid. 3.5-difluophenvl e... 234 C13H8F202 1000357-79-5 43
4 Benzenecarbothioic acid 138 C7H60S 000098-91-9 43
5 Benzoic acid, ethyl ester 150 C9H1002 000093-89-0 43
Abundance Scan 2177 (16.079 min): BG031501.D (-2171) (-) m/z 105.00 100.00%
105.0
77.0 182.1
5000
7P o0 1500 100 o0
152.0 - - - -
Ok e et b2 e 200 m/z 77.00 62.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #47243: Benzophenone
105.0
7.0 182.0
5000 L SN S SN I
0 15.80 16.00 16.20 16.40
oL m/z 182.10 61.97%
ol 210 | A 1260 1520
m/z--> 20 40 60 85 100 120 140 1éo 180 200 220
Abundance
105.0
770 15.80 16.00 16,20 1640
5000 m/z 51.00 22 .79%
51.0
0 "WZZQ'I""I'”'I""I"'}zﬁq'l'%gf?""l”"l""l"”l
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #88962: Benzoic acid, 3,5-difluophenyl ester R EEE S N Rmaanr
105.0 15.80 16.00 16.20 16.40
m/z 181.00 10.37%
5000 770
51.0
0 27.0 | ‘ | 130.0151.0 177.0 234.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.80 16.00 16.20 16.40

8270-BG121117.M Wed Dec 13 14:01:47 2017 Page: 5



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG121217\
Data File : BG031501.D

Aca On : 12 Dec 2017 20:48

Operator : SJ/JU

Sample : 16824-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG121117_.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

19.60 2.53 ng 140785 Phenanthrene-d10 17.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Tetradecanoic acid 228 C14H2802 000544-63-8 58
3 Pentadecanoic acid 242 C15H3002 001002-84-2 50
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 46
5 n-Decanoic acid 172 C10H2002 000334-48-5 43

Abundance Scan 2776 (19.598 min): BG031501.D (-2772) (-) m/z 43.05 100.00%

43.0 73.0
5000 129.1

19. 20 19. 40 19. 60 19. 80 20 00
01 m/z 73.00 89.66%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
. 3.0

5000 R EEEe e
19. 20 19. 40 19. 60 19. 80 2000

m/z 55.05 76 .96%

. 207.0 241.0 284.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0

e e EEEmsma
43.0 19. 20 1940 19. 60 19.80 20.00

5000 m/z 57.05 76.57%

129.0
185.0 228.0
97.0
157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95854: Pentadecanoic acid M

43.0 19. 20 19. 40 19. 60 19. 80 20 00
m/z 60.00 74 .98%
5000
Ot i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.20 19.40 19.60 19.80 20.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG121217\
Data File : BG031501.D

Acq On : 12 Dec 2017 20:48

Operator : SJ/JU

Sample - 16824-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG121117 .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... 5.19 5.2 ng 90414 1 8.11 348639 20.0
unknown7 .64 7.64 100.6 ng 1753120 1 8.11 348639 20.0
Benzophenone 16.08 6.6 ng 260813 3 14.73 788207 20.0
Octadecanoic acid 19.60 2.5 ng 140785 4 17.48 1113640 20.0
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