LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061918\
Data File : BG035255.D

Aca On 19 Jun 2018 19:39

Operator : SJ/JU

Sample : J3546-04

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:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG060718 .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

5.637 391 400 411 rBV 364690 625287 10.71% 2.888%
7.211 661 668 678 rBvY 256586 454249 7.78% 2.098%
rBv 671804 1153482 19.75% 5.328%
8.063 806 813 819 rBvV 203899 348728 5.97% 1.611%
8.386 859 868 876 rBvV 906830 1605184 27.49% 7.415%
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9.220 1003 1010 1022 rVB 777800 1407902 24.11% 6.504%
10.865 1282 1290 1297 rVB 243867 443724 7.60% 2.050%
13.309 1697 1706 1716 rBVY 2200649 3415278 58.48% 15.777%
14.126 1839 1845 1856 rBV 113148 173440 2.97% 0.801%
14.684 1932 1940 1952 rBV2 431829 719735 12.32% 3.325%

=
QO ~NO®

11 16.035 2164 2170 2175 rBV 84199 117583 2.01% 0.543%
12 16.164 2183 2192 2206 rBV 1330319 2034663 34.84% 9.399%
13 17.427 2397 2407 2414 rBV 632010 995446 17.05% 4.598%
14 18.308 2549 2557 2564 rBV2 140327 222133 3.80% 1.026%
15 19.577 2768 2773 2783 rBV 99829 157644 2.70% 0.728%

16 20.035 2844 2851 2860 rBV 4400787 5840043 100.00% 26.977%
17 21.692 3125 3133 3142 rBV2 581314 980537 16.79% 4_.529%
18 24.917 3671 3682 3697 rBV3 302263 952774 16.31% 4.401%

Sum of corrected areas: 21647832
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG061918\
Data File : BG035255.D

Aca On 19 Jun 2018 19:39

Operator : SJ/JU

Sample = J3546-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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: BG035255.D
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Abundance TIC: BG035255.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG061918\
Data File : BG035255.D

Aca On 19 Jun 2018 19:39

Operator : SJ/JU

Sample = J3546-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 unknown7.59 Concentration Rank 2

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

7.59 66.15 ng 1153480 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 13
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 732 (7.587 min): BG035255.D (-724) (-) m/z 132.15 100.00%
13R.2
5000 68.2
w1 || %° 720 7.40 7.60 7.80 8.00
ol lhd Au A 1819 8424 m/z 68.15  49.20%
m/z--> 50 100 150 200 250 300 350
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 N P RS R
7.20 7.40 7.60 7.80 8.00
33.0 QIT ‘ m/z 134.15 33.61%
o Llee oo 4
m/z--> 50 100 150 200 250 300 350
Abundance
132.0
720 7.40 7.60 7.80 8.00
5000 m/z 66.15 33.38%
. ogg 930 1040
m/z--> 50 100 150 200 250 300 350
Abundance #14142: 3-Chloro-6-fluoro-pyrazine P
132.0 7.20 7.40 7.60 7.80 8.00
69.0 m/z 69.15 20.77%
104.0
5000
310 ‘
0 Mwﬂ'bk'l""'l" UL UL UL UL SR R I RN L
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG061918\
Data File : BG035255.D

Aca On 19 Jun 2018 19:39

Operator : SJ/JU

Sample = J3546-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.03 3.27 ng 117583 Acenaphthene-d10 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 95
2 Benzenecarbothioic acid. S-methyv... 152 C8H80S 005925-68-8 53
3 Acetophenone. 2-chloro- 154 C8H7CIO 000532-27-4 52
4 Methvl benzilate 242 C15H1403 000076-89-1 50
5 1-Propanone, 3-chloro-1-phenyl- 168 C9HOCIO 000936-59-4 50
Abundance Scan 2169 (16.029 min): BG035255.D (-2164) (-) m/z 105.15 100.00%
105.2
182.2
5000
51.1 R
15.80 16.00 16.20 16.40
bt e b b o2 208 881 Tz 77.15 64.55%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #47243: Benzophenone
105.0
182.0
5000 R SUNIN SO SR BUR
0 15.80 16.00 16.20 16.40
oL m/z 182.15 56.94%
b e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
105.0
1580 16.00 16.20 16.40
5000 m/z 51.15 27.70%
51.0
152.0
e L A I L L B L WL WL B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #27531: Acetophenone, 2-chloro- T rA, am e
105.0 15.80 16.00 16.20 16.40
m/z 181.15 8.92%
5000
51.0
0 I 154'0 A A A
m/z--> 50 100 150 200 250 300 350 400 450 500 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG061918\
Data File : BG035255.D

Aca On 19 Jun 2018 19:39

Operator : SJ/JU

Sample = J3546-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.31 4_.46 ng 222133 Phenanthrene-d10 17.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 49
4 Pentadecanoic acid 242 C15H3002 001002-84-2 49
5 Nonanoic acid 158 C9H1802 000112-05-0 25

Abundance Scan 2557 (18.308 min): BG035255.D (-2549) (-) m/z 73.15 100.00%

18. 00 18 20 18. 40 18. 60
N— T 1 § m/z 60.15 67.63%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0

J‘u'&a-o 18.00 18.20 18.40 18.60
40
o

256.0 m/z 43.15  64.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

o

73.2
43.1
5000
g72 129.2 213.3
157.3 185.2 256.3

157.0 1g509 213.0

Abundance
73.0
43.0 18.00 18.20 18.40 18.60
5000 129.0 m/z 57.15 52.23%
171.0
97.0 214.0
ol 149.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84455: Tetradecanoic acid
73.0 18.00 18.20 18.40 18.60
m/z 55.15 50.63%
43.0
5000 129.0
185.0
97.0 228.0
iR Ul | 157.0
0,....,.‘... Al ‘....“..‘..,..‘..,.... AR e R S REERR Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG061918\
Data File : BG035255.D

Aca On 19 Jun 2018 19:39

Operator : SJ/JU

Sample = J3546-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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.
19.58 3.22 ng 157644 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 n-Decanoic acid 172 C10H2002 000334-48-5 83
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
Abundance Scan 2773 (19.577 min): BG035255.D (-2768) (-) m/z 73.15 100.00%
73.2
5000
19.20 19.40 19.60 19.80
(o} m/z 60.15 63.99%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #131261: Octadecanoic acid
73.0
5000 129.0
19.20 19.40 19.60 19.80
1850 2410 2840 m/z 57.15 62 .49%
OIIIHI\ um.l....|....|....|....|....|....|....|.
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
73.0
19.20 19.40 19.60 19.80
5000 129.0 m/z 43.10 58.67%
2240 199.0 242.0
0""l""l"''|1§5"O"|""|""|""|""|""|
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #84455; Tetradecanoic acid R e R
73.0 19.20 19.40 19.60 19.80
m/z 55.15 57.18%
5000 129.0
185.0
\ N \ 228.0
0 ....,.‘..m.j}."t.‘..{l‘..{..‘,..L.,....,....,....,....,.
m/z--> 50 100 150 200 250 300 350 400 450 19.20 19.40 19.60 19.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG061918\
Data File : BG035255.D

Acq On 19 Jun 2018 19:39

Operator : SJ/JU

Sample - J3546-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG060718_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown7 .59 7.59 66.2 ng 1153480 1 8.06 348728 20.0
Benzophenone 16.03 3.3 ng 117583 3 14.68 719735 20.0
n-Hexadecanoic acid 18.31 4.5 ng 222133 4 17.43 995446 20.0
Octadecanoic acid 19.58 3.2 ng 157644 5 21.69 980537 20.0
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