LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG110417\
Data File : BG030706.D
Aca On : 3 Nov 2017 19:00 Instrument :
Operator : SJ/JU ?Z'I\!A_(t;S el

- _ lentosampleld :
a?zgle : 16093-01 TEC-B6-B7-COMP-0-4
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:\HPCHEM1\BNA G\METHODS\8270-BG101617.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 5.232 325 331 341 rVB 208153 318353 5.92% 1.111%
2 5.708 405 412 423 rBVY 1208365 1898499 35.30% 6.625%
3 7.312 676 685 700 rBVY 1240559 2298347 42.74% 8.020%
4 7.682 740 748 757 rBVY 1211005 2091658 38.90% 7.299%
5 8.152 820 828 835 rBV 244941 410488 7.63% 1.432%

8.475 876 883 895 rBvV 812397 1473795 27.41% 5.143%
9.315 1017 1026 1035 rBV 716905 1315794 24.47% 4_.591%
359015 655453 12.19% 2.287%
13.393 1713 1720 1735 rBV 1967482 3172240 58.99% 11.069%
14.210 1852 1859 1874 rBV 279635 411837 7.66% 1.437%
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11 14.768 1945 1954 1968 rVB2 626469 1060066 19.71% 3.699%
12 16.113 2178 2183 2189 rBV 98102 136335 2.54% 0.476%
13 16.254 2199 2207 2221 rBV 2026808 3034564 56.43% 10.589%
14 17.506 2414 2420 2433 rBvV2 902527 1387642 25.80% 4.842%
15 18.375 2563 2568 2577 rBV2 39297 65336 1.21% 0.228%

16 20.097 2855 2861 2876 rBV 4051341 5377524 100.00% 18.764%
17 21.395 3077 3082 3095 rBv4 71748 182430 3.39% 0.637%

18 21.777 3140 3147 3160 rVB 1014269 1682803 31.29% 5.872%
19 25.079 3698 3709 3724 rVvB2 589307 1684849 31.33% 5.879%

Sum of corrected areas: 28658013
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG110417\

Data File : BG030706.D

Aca On : 3 Nov 2017 19:00

Operator : SJ/JU

ﬁ?ggle i 16093-01 TEC-B6-B7-COMP-0-4
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG030706.D
4000000

3000000

2000000
5.71 7.31 7.68
1000000 8.48

523 8.15 10.97

L T SRS | WML IMNRRSMESU | USRS SRR | SR M

Time--> 3.50 4.00 4.50 500 550 6.00 650 700 750 8.00 850 9.00 9.50 1000 1050 1100 1150 1200 12.50

Abundance TIC: BG030706.D
4000000 20.10

3000000

2000000 13-39 16.25

1000000 17.51 21.78

14.77
14.21

1&1¥ .

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: BG030706.D
4000000

3000000

2000000

1000000
25.08

R A aa R R AR a e AR RASRARE 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 : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG110417\

Data File : BG030706.D

Aca On : 3 Nov 2017 19:00

Operator : SJ/JU

ﬁ?ggle i 16093-01 TEC-B6-B7-COMP-0-4
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.23 15.51 ng 318353 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 Thiocvanic acid. propvl ester 101 C4H7NS 004251-16-5 9
5 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 9

Abundance Scan 331 (5.232 min): BG030706.D (-325) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 ISR RS SRR RN A
| 83.0 | 4.80 5.00 520 5.40 5.60
O e S e A m/z 59.00 53.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R L LS UL UL
59.0 480 500 520 540 5.60
0
150 4, 1010 m/z 101.00 17.77%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540 5.60
5000 410 m/z 57.95 15.51%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime PR e P T
43.0 4.80 5.00 520 5.40 5.60
m/z 41.00 8.17%
5000
101.0
oL 150 310 | 80690 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG110417\

Data File : BG030706.D

Aca On : 3 Nov 2017 19:00

Operator : SJ/JU

ﬁ?ggle i 16093-01 TEC-B6-B7-COMP-0-4
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_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 unknown7.68 Concentration Rank 1

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

7.68 101.91 ng 2091660 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1H-Tetrazaborole. 5-chloro-4.5-d... 132 C2H6BCIN4 021960-49-6 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 748 (7.682 min): BG030706.D (-740) (-) m/z 132.00 100.00%
13p.0
5000 68.0
%0 ®o J 75 Tk 7k 880
0! B e L e L m/z 68.00 41 .28%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
=000 i T T e
410 70 m/z 134.00  33.50%
S I—. ,‘,\‘, TN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
740 7.60 7.80 8.00
5000 m/z 66.00 26.72%
104.0
0 270 510 %80 494
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R REEEEE
57.0 132.0 7.40 7.60 7.80 8.00
m/z 69.00 17.11%
74.0
5000 98.0 116.0
0||||||||||||‘|‘|‘|‘||‘|h|||“|||‘H“||‘|“|||‘H||||:!-5|8|.0|||||]:8|9.|0| R B e
m/z--> 20 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\HPCHEMI\BNA G\DATA\BG110417\

Data File : BG030706.D

Aca On : 3 Nov 2017 19:00

Operator : SJ/JU

ﬁ?ggle i 16093-01 TEC-B6-B7-COMP-0-4
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_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 4 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.11 2.57 ng 136335 Acenaphthene-d10 14.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Azobenzene 182 C12H10N2 000103-33-3 58
3 Benzovlformic acid 150 C8H603 000611-73-4 53
4 2-(2-0x0-2-phenvl-ethv)-malonon... 184 C11H8N20 1000296-76-9 47
5 Propan-1-one, 3-nitro-1-phenyl- 179 C9HONO3 062847-52-3 47
Abundance Scan 2182 (16.107 min): BG030706.D (-2178) (-) m/z 104.95 100.00%
106.0
77.0
182.0
5000
51.0
152.0 207 1 15.80 16.00 16.20 16.40
0 SREMMIMEE| MMM TS LS m/z 77.00 75.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47243: Benzophenone
105.0
.o 182.0 R
5000 LN UGN SN A
0 15.80 16.00 16.20 16.40
oL m/z 182.00 63.65%
o270 | A 1260 1520 I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
77.0
o 1550 1600 1650 1640
5000 m/z 51.00 27 .22%
51.0 105.0
ol 27.0 1280 1920
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24361: Benzoylformic acid
105.0 15.80 16.00 16.20 16.40
77.0 m/z 181.00 9.65%
5000
51.0
0 27.0 o] i | 122.0 150.0
m/z--> 20 40 60 80 100 120 140 160 180 200 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG110417\

Data File : BG030706.D

Aca On : 3 Nov 2017 19:00

Operator : SJ/JU

ﬁ?ggle i 16093-01 TEC-B6-B7-COMP-0-4
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_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, hexadecyl... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.40 2.17 ng 182430 Chrysene-di12 21.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2 005454-48-8 94
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 91
3 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 91
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 3083 (21.401 min): BG030706.D (-3077) (-) m/z 83.05 100.00%
43.0, 83.0
5000
25.1
167.2 208.0 266.9 3412 21.00 21.20 21.40 21.60 21.80
ob— m/z 57.00 92.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #191698: Bromoacetic acid, hexadecyl ester
43.0
83.0
5000
21.00 21.20 21.40 21.60 21.80
23.0 m/z 55.00 88.73%
ol L .‘ M H\ (16601900 w90
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
97.0
21.00 21.20 21.40 21.60 21.80
5000 m/z 43.00 86.27%
169.0
o260 138.0 2100 9550 406.0
m/z--> éo 160 1%0 260 2%0 360 3%0 460
Abundance #164113: Trifluoroacetic acid, pentadecy! ester T e T
57.0 21.00 21.20 21.40 21.60 21.80
97.0 m/z 97.05 80.63%
5000
oL.28l0] | || ’ } }}400 1820 2550 gpg0
m/z--> 50"' 106 ' 1%0 B 566 - ééd - 566 - ééd B 266 ' 21.00 21.20 21.40 21.60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA_ G\DATA\BG110417\

Data File : BG030706.D

Acq On : 3 Nov 2017 19:00

Operator : SJ/JU

3?22'6 i 16093-01 TEC-B6-B7-COMP-0-4
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG101617 .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]
2-Pentanone, 4-hy... 5.23 15.5 ng 318353 1 8.15 410488 20.0
unknown7 .68 7.68 101.9 ng 2091660 1 8.15 410488 20.0
Benzophenone 16.11 2.6 ng 136335 3 14.77 1060070 20.0
Bromoacetic acid,... 21.40 2.2 ng 182430 5 21.78 1682800 20.0
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