LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082719\
Data File : BG042517.D

Aca On : 27 Aug 2019 23:21

Operator : HP/JU

Sample : K4526-19

Misc :

ALS Vial : 13 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\HPCHEM1I\BNA G\METHODS\8270-BG082219 .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 3.117 3 5 24 rVB 313044 497686 28.53% 4.185%
2 5.555 413 420 433 rBV 275410 473689 27.15% 3.984%
3 7.159 685 693 717 rBV 283513 538760 30.88% 4_.531%
4 7.529 749 756 771 rBV 304590 546588 31.33% 4_.597%
5 7.999 827 836 843 rBV 97566 168844 9.68% 1.420%

8.322 883 891 903 rBV 238444 414461 23.76% 3.485%
9.162 1026 1034 1046 rBvV 156014 307176 17.61% 2.583%
1308 1316 1330 rBV 118139 231418 13.27% 1.946%
13.275 1727 1734 1749 rBV 506711 842335 48.29% 7.084%
14.110 1869 1876 1886 rBV 17646 34710 1.99% 0.292%

QOO ~NO®
=
o
(00]
=
©

11 14.656 1963 1969 1977 rBvV2 238577 382164 21.91% 3.214%
12 16.148 2217 2223 2241 rBV 456304 817403 46.86% 6.874%
13 17.412 2429 2438 2442 rBV 360598 577106 33.08% 4 _.853%
14 17.453 2442 2445 2453 rVV 113949 178354 10.22% 1.500%

15 17.547 2455 2461 2466 rVB2 12995 32084 1.84% 0.270%
16 17.817 2500 2507 2512 rBVS8 5771 17653 1.01% 0.148%
17 18.299 2585 2589 2592 rBV4 11150 17821 1.02% 0.150%
18 18.334 2592 2595 2600 rVB2 17117 28566 1.64% 0.240%
19 18.487 2616 2621 2625 rBV3 23929 42992 2.46% 0.362%
20 18.610 2637 2642 2648 rVB4 11116 23191 1.33% 0.195%
21 18.833 2676 2680 2686 rVV6 16293 28841 1.65% 0.243%

22 19.462 2782 2787 2796 rBV 239113 352521 20.21% 2.965%
23 19.826 2840 2849 2858 rBV 205391 343741 19.71% 2.891%
24 20.020 2876 2882 2889 rBV 1329187 1744432 100.00% 14.670%
25 20.314 2930 2932 2937 rVB2 23822 28299 1.62% 0.238%

26 21.330 3101 3105 3114 rvVB4 42540 111355 6.38% 0.936%
27 21.683 3157 3165 3170 rBV2 487074 978818 56.11% 8.232%
28 21.730 3170 3173 3184 rVB 109571 174717 10.02% 1.469%

29 21.883 3196 3199 3206 rVB2 27429 43233 2.48% 0.364%
30 22.488 3299 3302 3312 rVB4 30889 55129 3.16% 0.464%
31 23.193 3417 3422 3427 rVB3 29863 58045 3.33% 0.488%
32 23.375 3449 3453 3459 rVB2 26144 48325 2.77% 0.406%

33 23.892 3534 3541 3550 rBV 79945 275433 15.79% 2.316%
34 24.621 3657 3665 3676 rVB 50034 152572 8.75% 1.283%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082719\
Data File : BG042517.D

Aca On : 27 Aug 2019 23:21

Operator : HP/JU

Sample : K4526-19

Misc :

ALS Vial : 13 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082219.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 24.768 3682 3690 3698 rBV 60236 164925 9.45% 1.387%

36 24.920 3706 3716 3737 rBV2 296560 940833 53.93% 7.912%

37 26.090 3913 3915 3924 rVB10 12819 28329 1.62% 0.238%

38 28.616 4338 4345 4365 rVB4 32734 156138 8.95% 1.313%

39 29.756 4532 4539 4540 rBvVY 20173 32334 1.85% 0.272%
Sum of corrected areas: 11891021
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082719\
Data File : BG042517.D

Aca On : 27 Aug 2019 23:21

Operator : HP/JU

Sample - K4526-19

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.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: BG042517.D
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Abundance TIC: BG042517.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082719\
Data File : BG042517.D

Aca On : 27 Aug 2019 23:21

Operator : HP/JU

Sample - K4526-19

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 2

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

3.12 58.95 ng 497686 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 16
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9

Abundance Scan 6 (3.122 min): BG042517.D (-3) (-) m/z 73.10 100.00%
7B
5000 f
87
43 55
| | o5 3.20 3.30 3.40 3.50
0'“|“'w'“w'“”ﬁm'w'“w'“J”'WH'W'“W'“'V”'V'“l”“ m/z 87.10 30.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 3.20 3.30 3.40 3.50
55 87 m/z 43.10 21.20%
fg i 80
e A R A AR AR AR LN RARES RARSN SRR RARSS RARRS AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 SRR AR RARSE RAREE
3.20 3.30 3.40 3.50
5000 41 55 m/z 55.10 17.84%
29 ‘
o 1L, \‘\ Noeslll s | o7 12 1
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1877: Acetamide, N-ethyl-
30 3.20 3.30 3.40 3.50
m/z 71.10 9.71%
5000 43 87 /\\\\\
15 72
0'“wj”w'Mh'“ﬁ'“?%fa'“J'“w'”w'“w'“w'“w'“w'“ HRNURRS U U UL
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 3.20 3.30 3.40 3.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082719\
Data File : BG042517.D

Aca On : 27 Aug 2019 23:21

Operator : HP/JU

Sample - K4526-19

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.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 unknown7.53 Concentration Rank 1

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

7.53 64.74 ng 546588 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 756 (7.529 min): BG042517.D (-749) (-) m/z 132.00 100.00%
132
5000
— e
720 7.40 7.60 7.80
o2 |‘| 7.7,.8.7..,*P“?..,..J.,....,....,.... m/z 68.10 32.58%
m/z--> 40 60 100 120 140 160 180
Abundance #14142. 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR AN AR AR
7.20 7.40 7.60 7.80
2 51 78 m/z 134.00 31.43%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
AR RS SR LR
7.20 7.40 7.60 7.80
5000 67 m/z 66.10 20.97%
97
‘ ‘ 117
0....‘,‘..“.‘. Ul m.8|8 lwos oo
m/z--> 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl r . R L AR Ramms e
57 132 720 7.40 7.60 7.80
24 m/z 69.10 13.24%
5000 og M°
o b L8 o |l ase 189 Y A U
m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082719\
Data File : BG042517.D

Aca On : 27 Aug 2019 23:21

Operator : HP/JU

Sample - K4526-19

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.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 Heptafluorobutyric acid, n-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.33 2.28 ng 111355 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 93
2 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 93
3 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 91
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 91
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 90
Abundance Scan 3105 (21.330 min): BG042517.D (-3101) (-) m/z 57.10 100.00%
57
83
5000 111
138 181207551253 288313 341 21.00 21.20 21.40 21.60
0...'.',“|'J'IJ""'|‘""',""23}]"..'., "'|'3'7]:'|""|' m/z 55.10 75.81%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #230207: Heptafluorobutyric acid, n-octadecy! ester
57
5000 AR AR AR SRR SRR
21.00 21.20 21.40 21.60
29 125 m/z 83.10 64 .79%
o1l l L 169 196 224 252 297 448
m/z--> 55 150 200 2%0 300 350 400 450
Abundance #194196: Octadecy! trifluoroacetate
57
o7 21,00 21.20 21.40 21.60
5000 m/z 43.10 62 .88%
- 125
0 Laad i L 154 182 224252 297 348
m/z--> 50 100 1éo 200 2%0 360 350 400 450
Abundance #206447: Pentafluoropropionic acid, hexadecy! ester R REREEEE s
57 21.00 21.20 21.40 21.60
97 m/z 97.10 56.36%
5000
125
29
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.20 21,40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082719\
Data File : BG042517.D

Aca On : 27 Aug 2019 23:21

Operator : HP/JU

Sample - K4526-19

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.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 Perylene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24.62 3.24 ng 152572 Perylene-di12 24 .92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pervlene 252 C20H12 000198-55-0 94
2 Benzolelpvrene 252 C20H12 000192-97-2 90
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 90
4 Benzoli1fluoranthene 252 C20H12 000205-82-3 90
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 90
Abundance Scan 3665 (24.621 min): BG042517.D (-3657) (-) m/z 252.00 100.00%
252
5000
125 224 24.40 24.60 24.80 25.00
ol 3296 77 98, j 145 175199 L M 271 30 385 | sz 250.00  28.25%
m/z--> 50 100 150 200 250 300 350
Abundance #104214: Perylene
252
5000
24.40 24.60 24.80 25.00
125 m/z 253.00 22.18%
ol17 .39 74 99, ﬂ 150 174 200 224 M
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
252
24.40 24.60 24.80 25.00
5000 m/z 251.05 9.18%
0 50 74 99 y M 146 174 200 224 |
m/z--> 50 100 150 200 250 300 350
Abundance #104229: Benz[e]acephenanthrylene
252 24.40 24.60 24.80 25.00
m/z 125.00 8.97%
5000
126
0 63 83100| M 150 174200 224
m/z--> 50 100 150 200 250 300 350 24,40 24.60 24.80 25.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG082719\
Data File : BG042517.D

Acq On : 27 Aug 2019 23:21

Operator : HP/JU

Sample - K4526-19

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082219_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]
Butane, 2-methoxy... 3.12 59.0 ng 497686 1 8.00 168844 20.0
unknown7 .53 7.53 64.7 ng 546588 1 8.00 168844 20.0
Heptafluorobutyri... 21.33 2.3 ng 111355 5 21.68 978818 20.0
Perylene 24.62 3.2 ng 152572 6 24.92 940833 20.0
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