LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110419\
Data File : BG043483.D

Aca On > 4 Nov 2019 16:33

Operator :© JU

Sample : K5146-15 2X

Misc :

ALS Vial : 5 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-BG102119.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 3.182 11 16 24 rVB 40258 73462 6.72% 0.730%
2 5.115 340 345 352 rBV 52976 86632 7.92% 0.861%
3 5.597 420 427 439 rBV 236215 439864 40.22% 4_.373%
4 7.195 688 699 711 rBV 245242 512290 46.84% 5.093%
5 7.554 753 760 769 rBV 274677 513327 46.94% 5.104%
6 8.012 830 838 846 rBV 166030 302217 27.63% 3.005%
7 8.335 886 893 901 rBV 218110 398953 36.48% 3.966%
8 9.175 1028 1036 1045 rBV2 126774 277756 25.40% 2.762%
9 10.815 1305 1315 1325 rBV 192672 407664 37.28% 4._.053%
10 12.231 1548 1556 1563 rBVvV4 4703 12738 1.16% 0.127%
11 13.265 1724 1732 1744 rBV 403647 734703 67.18% 7 .305%
12 13.964 1845 1851 1856 rBV6 6357 13368 1.22% 0.133%
13 14.087 1866 1872 1884 rBV 104057 201882 18.46% 2.007%
14 14.534 1944 1948 1957 rVB7 9720 16434 1.50% 0.163%
15 14.640 1957 1966 1973 rBV2 356989 5908894 54.76% 5.954%
16 14.704 1974 1977 1981 rVB5 10209 13243 1.21% 0.132%
17 15.045 2030 2035 2038 rBvV5 7524 12678 1.16% 0.126%
18 15.480 2104 2109 2114 rVvVv4 11468 18725 1.71% 0.186%
19 15.685 2140 2144 2149 rBvV6 8865 15286 1.40% 0.152%
20 15.891 2174 2179 2184 rVB5 9844 14522 1.33% 0.144%
21 16.132 2211 2220 2241 rBV 311425 621931 56.87% 6.183%
22 16.343 2252 2256 2257 rBV3 12023 14236 1.30% 0.142%
23 16.367 2257 2260 2264 rVB3 16975 23629 2.16% 0.235%
24 17.137 2383 2391 2395 rBvV4 11967 25470 2.33% 0.253%
25 17.189 2396 2400 2404 rVvVv7 9730 14913 1.36% 0.148%

26 17.383 2426 2433 2438 rBV 421951 680958 62.27% 6.770%
27 17.430 2438 2441 2451 rVV 78323 137986 12.62% 1.372%

28 17.519 2451 2456 2462 rVB5 12928 29732 2.72% 0.296%
29 17.795 2499 2503 2508 rBVS8 8864 18513 1.69% 0.184%
30 17.871 2513 2516 2521 rVB5 10509 13460 1.23% 0.134%
31 18.047 2542 2546 2549 rBvV4 10113 11091 1.01% 0.110%
32 18.276 2578 2585 2589 rBv4 41439 79085 7.23% 0.786%
33 18.312 2589 2591 2600 rVB5 18523 34199 3.13% 0.340%
34 18.453 2611 2615 2621 rBV5 18609 38033 3.48% 0.378%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110419\
Data File : BG043483.D

Aca On > 4 Nov 2019 16:33

Operator :© JU

Sample : K5146-15 2X

Misc :

ALS Vial : 5 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\HPCHEM1\BNA G\METHODS\8270-BG102119.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 18.564 2631 2634 2637 rBv4 10513 12222 1.12% 0.122%
36 18.764 2664 2668 2671 rBV5 7588 13480 1.23% 0.134%
37 18.811 2673 2676 2680 rVB6 8700 13149 1.20% 0.131%
38 18.970 2701 2703 2707 rBV5 9068 11904 1.09% 0.118%
39 19.181 2734 2739 2742 rBV4 40494 63848 5.84% 0.635%
40 19.217 2742 2745 2752 rVB9 24641 42534 3.89% 0.423%
41 19.440 2778 2783 2788 rBVY 127929 199382 18.23% 1.982%
42 19.487 2789 2791 2795 rVB5 14014 15577 1.42% 0.155%
43 19.769 2835 2839 2840 rBV3 34292 35448 3.24% 0.352%

44 19.798 2840 2844 2852 rVB 128514 205736 18.81% 2.045%
45 19.992 2872 2877 2889 rBVY 809298 1093635 100.00% 10.873%

46 21.296 3095 3099 3109 rVB7 71890 156774 14.34% 1.559%
47 21.655 3152 3160 3166 rBV2 473184 935404 85.53% 9.300%
48 24.851 3696 3704 3714 rVB2 319836 851183 77.83% 8.463%

Sum of corrected areas: 10058150
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110419\
Data File : BG043483.D

Aca On > 4 Nov 2019 16:33

Operator :© JU

Sample : K5146-15 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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: BG043483.D

800000

600000

400000

7.55
5.60 7.20 8.34

200000 8.01 10.81

9.18

B.18 5.12
12.23

T T T T
Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG043483.D

19,99
800000

600000 21.65

17.38
13.26
400000 14.64

16.13

200000 19 4419.84 21.30 LM\/W

1§.43 4§9 7
13& 141887015.04 15.48.60.89\I637 171l 5217788, RIS

O o e LA I o B I B 0 L0 2 e o o o B R

Time--> 13.00 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: BG043483.D

800000

600000

24.85

400000

200000

R

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:\SVOASRV\HPCHEMI\BNA G\DATA\BG110419\
Data File : BG043483.D

Aca On > 4 Nov 2019 16:33

Operator :© JU

Sample : K5146-15 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 4

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

3.18 4.86 ng 73462 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 28
3 1-(2-Methoxvethoxv)-2-methvl-2-p... 162 C8H1803 1000364-24-4 17
4 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 12
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 9

Abundance Scan 16 (3.182 min): BG043483.D (-11) (-) m/z 73.05 100.00%
7B h
5000 43
3.20 3.30 3.40 3.50 3.60
...J‘,‘...‘.,....,....,....,....,....,..3.8.6,.?2]9. m/z 43.10 43.27%
m/z--> 50 100 150 200 250 300 350 400
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 AU IR UL AR AR
43 3.20 3.30 3.40 3.50 3.60
m/z 87.10 31.83%
"iJhL'"|""|""|""|""|""|""|""
m/z--> 50 100 150 200 250 300 350 400
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73
41 3.20 3.30 3.40 3.50 3.60
5000 m/z 55.10 31.42%
15 ‘ ) h o7
m/z--> 50 100 150 200 250 300 350 400
Abundance #32662: 1-(2-Methoxyethoxy)-2-methyl-2-propanol, methy! ether
73 3.20 3.30 3.40 3.50 3.60
m/z 39.05 13.64%
5000
45
}5“N|“ "'193' '%ﬁ7"' Tfrrr [Tt
m/z--> 50 100 150 200 250 300 350 400 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110419\
Data File : BG043483.D

Aca On > 4 Nov 2019 16:33

Operator :© JU

Sample : K5146-15 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 (+-)-4-Amino-4,5-dihydro-2(... Concentration Rank 3

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

5.12 5.73 ng 86632 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 56
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 35
4 Hvdrazine. 1l.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 28
5 3-Hexanol 102 C6H140 000623-37-0 25

Abundance Scan 346 (5.121 min): BG043483.D (-340) (-) m/z 43.10 100.00%
43
59
5000
101 S EEaas ek S e
| 83 480 5.00 5.20 5.40
S | RS S — A Y 2T T [ B 7 B ¥
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
5000 101 480 5.00 520 540
28 59 m/z 101.10 24 _00%
15 | | | 70 84
"W'”'P'wq”'qlh'ﬁ%“i”'WJ”'P““I“'W:”'P'”I”'W'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
480 5.00 520 540
5000 59 m/z 58.10 13.82%
31 101
'“w'“w'”ﬂ'WW“'w”'w”'w“'ﬁ%'ﬁa'$“'w”w'”w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4119: Butyl aldoxime, 3-methyl-, syn-
59 480 5.00 5.20 5.40
m/z 41.10 11.52%
41
5000
86
Slm\ ?\9 ‘ 101
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 130 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110419\
Data File : BG043483.D

Aca On > 4 Nov 2019 16:33

Operator :© JU

Sample : K5146-15 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 unknown7.55 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.55 33.97 ng 513327 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12
Abundance Scan 759 (7.548 min): BG043483.D (-753) (-) m/z 132.10 100.00%

-

5000 68
40 % 7.20 7.40 7.60 7.80
52 . . . .
78
.':l,...l~,4}°.6..,.. e 2o | m/z 68.10  39.80%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000
69 7.20 7.40 7.60 7.80
9 57 m/z 134.00 34.26%
89 103
9 115
T
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 108 7.0 7.40 7.60 7.80
5000 m/z 66.10 28.83%
31 51
..‘..”‘,l.H.,.l.j?....,....,.. N
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #52379: Tranylcypromine-propionyl
57 132 7.20 7.40 7.60 7.80
24 m/z 69.10 19.46%
116
5000 98
SN SV N N ™ N S
m/z--> 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110419\
Data File : BG043483.D

Aca On > 4 Nov 2019 16:33

Operator :© JU

Sample : K5146-15 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 n-Decanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.28 2.32 ng 79085 Phenanthrene-d10 17.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 83
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70
3 Tridecanoic acid 214 C13H2602 000638-53-9 38
4 5-Chloro-1.2-trimethylene benzim... 192 C10H9CINZ2 010252-95-6 25
5 Dodecanoic acid 200 C12H2402 000143-07-7 25
Abundance Scan 2586 (18.282 min): BG043483.D (-2578) (-) m/z 73.10 100.00%
7B
57
192
5000 213
. 115129 457
99 256
N || 143 71 233 18.00 18.20 18.40 18.60
,.”.,L...”., m/z 43.15 95.02%
miz--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #39474: n-Decanoic acid
60 7B
129
5000 R R R B SN
43 mmmmmmmm

87 115 m/z 41.10 81.80%
|| 101 143 172

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

Abundance #107549: n-Hexadecanoic acid
43 0 7B
T T
18.00 18.20 18.40 18.60
5000 129 m/z 57.10 71.19%
3 115 157 171 185 213 256
143
ekl HH\ m Y N Sl O e <
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid B R BEREEmEE
43 60 78 18.00 18.20 18.40 18.60
m/z 55.05 68.43%
5000
129

29
115 171 214
ﬂ‘ Il ‘ ‘\\MM I 143157 | 185197

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\BG110419\
Data File : BG043483.D

Aca On > 4 Nov 2019 16:33

Operator :© JU

Sample : K5146-15 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 1-Octadecene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.30 3.35 ng 156774 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 96
2 9-Nonadecene 266 C19H38 031035-07-1 92
3 Nonadecvl trifluoroacetate 380 C21H39F302 1000351-76-3 90
4 9-Tricosene. (2)- 322 C23H46 027519-02-4 89
5 10-Heneicosene (c,t) 294 C21H42 095008-11-0 89
Abundance Scan 3100 (21.302 min): BG043483.D (-3095) (-) m/z 57.10 100.00%
57
97

5000

21.00 21.20 21.40 21.60
m/z 43.10 93.62%

247 269 291 316336356

m/z--> 50 100 150 200 250 300 350
Abundance #104184: 1-Octadecene
57
83
5000 LN L L L L L LB B |
29 111 21.00 21.20 21.40 21.60

m/z 55.10 79.37%

|‘ l l |39 168 106 224 252

m/z--> 50 lOO 150 200 250 300 350
Abundance #115903: 9-Nonadecene
55
83 e B
21.00 21.20 21.40 21.60
5000{ o m/z 69.10 72 .58%
111
266
ELL NN S
m/z--> 50 100 150 200 250 300 350
Abundance #202424: Nonadecy! trifluoroacetate R B B
57 97 21.00 21.20 21.40 21.60
m/z 97.10 66 .49%
5000
125
29 i 153 266 311 362
[ 079 ] ) ) |33, 182 210 238 L a4

m/z--> 50 100 150 200 250 300 350 21. 00 21. 20 21. 40 21. 60
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\SVOASRV\HPCHEM1I\BNA_G\DATA\BG110419\
BG043483.D
4 Nov 2019 16:33

Ju

K5146-15 2X

5

Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG102119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

unknown7 .55
n-Decanoic aci
1-Octadecene

8270-BG102119.M Tue Nov 05 18:04:08 2019

d

3.18 4.9 ng
5.12 5.7 ng
7.55 34.0 ng
18.28 2.3 ng
21.30 3.4 ng

RT EstConc Units Response

Butane, 2-methoxy. ..
(+-)-4-Amino-4,5-. ..

86632
513327
79085
156774

|--Internal Standard---|
| # RT Resp Conc]

302217 20.0
302217
302217 20.0
680958 20.0
935404 20.0

17.38

1
1
1 8.01
4
5 21.65
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