LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG110119\

Data File : BG043476.D

Aca On 1 Nov 2019 21:49

Operator : JU

3?22Ie ; K5620-07 2X s
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:\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 3.190 12 17 25 rvB 44866 86816 6.84% 0.857%
2 5.123 341 346 357 rBV 56727 95297 7.51% 0.941%
3 5.599 419 427 439 rBV 264545 489525 38.56% 4 .835%
4 7.197 691 699 710 rBV 271099 541717 42.67% 5.350%
5 7 .556 752 760 770 rBV 307208 563203 44.37% 5.562%
6 8.014 831 838 847 rBV 183359 325310 25.63% 3.213%
7 8.337 886 893 906 rBV2 244232 443651 34.95% 4.382%
8 9.178 1028 1036 1047 rBV2 145428 319606 25.18% 3.156%
9 10.817 1307 1315 1334 rBV 211020 441867 34.81% 4.364%
10 13.267 1722 1732 1745 rBV 474268 854240 67.29% 8.437%
11 14.089 1865 1872 1887 rBvV 65110 121454 9.57% 1.199%
12 14.530 1942 1947 1956 rBVvV4 9582 17923 1.41% 0.177%
13 14.642 1959 1966 1979 rVvVv 381622 632362 49.82% 6.245%
14 15.482 2103 2109 2114 rvVB2 11270 15569 1.23% 0.154%
15 16.128 2211 2219 2233 rBvV 357664 669457 52.74% 6.612%
16 16.346 2251 2256 2258 rBV4 13641 21727 1.71% 0.215%
17 17.133 2387 2390 2394 rBvV3 15619 19580 1.54% 0.193%
18 17.192 2394 2400 2404 rVvVv4 9663 17526 1.38% 0.173%
19 17.386 2427 2433 2449 rBV 458942 755969 59.55% 7.466%
20 17.503 2449 2453 2458 rVB7 12338 20765 1.64% 0.205%
21 17.873 2510 2516 2520 rBV2 28036 39119 3.08% 0.386%
22 18.273 2580 2584 2589 rBV6 23257 38370 3.02% 0.379%
23 18.567 2628 2634 2638 rBV2 35737 50724 4 _.00% 0.501%
24 19.025 2708 2712 2716 rBV3 17005 24314 1.92% 0.240%
25 19.189 2737 2740 2744 rBV2 40979 50243 3.96% 0.496%
26 19.313 2759 2761 2765 rBV5 12887 12901 1.02% 0.127%
27 19.354 2765 2768 2769 rBV3 16580 16774 1.32% 0.166%
28 19.418 2775 2779 2780 rBV3 11554 14750 1.16% 0.146%
29 19.765 2836 2838 2842 rVB3 32374 33855 2.67% 0.334%
30 19.994 2872 2877 2886 rVB 943238 1269408 100.00% 12.537%
31 20.300 2926 2929 2933 rVB3 48858 58493 4.61% 0.578%
32 20.582 2975 2977 2978 rBV2 20939 14899 1.17% 0.147%
33 20.793 3010 3013 3016 rBV 45066 50453 3.97% 0.498%
34 21.293 3095 3098 3103 rBV 71217 89598 7.06% 0.885%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110119\
Data File : BG043476.D

Aca On : 1 Nov 2019 21:49

Operator :© JU

Sample : K5620-07 2X

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 - 0 Peak Location: TOP

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

Method
Title

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG102119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 21.657 3154 3160 3169 rVB2 457467 855346 67.38% 8.447%

36 24.853 3696 3704 3720 rVvB2 357951 1052671 82.93% 10.396%

Sum of corrected areas: 10125482
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110119\

BG043476.D
1 Nov 2019 21:49
Ju
K5620-07 2X
17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance
1000000

800000

600000

400000

200000

8.19
N

TIC: BG043476.D

7.56
5.60 7.20 8.34

8.01 10.82

5.12

0
Time-->

3.50 4.00 450 5.00 550 6.00 6.50 7.00

7.50 8.00 850 9.00 950 1000 1050 1100 1150 1200 1250

Abundance
1000000

800000

600000

400000

200000

13.27

TIC: BG043476.D

19199

21.66

17.39

14.64 16.13

15.48 16.35

05
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
1000000

800000

600000

400000

200000

TIC: BG043476.D

24.85

ol
23.00

Time-->

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

8270-BG102119.

M Mon Nov 04 12:18:45 2019 Page: 3




Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110119\
Data File : BG043476.D

Aca On : 1 Nov 2019 21:49

Operator :© JU

Sample : K5620-07 2X

Misc :

ALS Vial : 17 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.

3.19 5.34 ng 86816 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 40
3 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 9
4 Acetamide. N-ethvl- 87 C4HONO 000625-50-3 9
5 3-Hexanol, 2,4-dimethyl- 130 C8H180 013432-25-2 9

Abundance Scan 17 (3.190 min): BG043476.D (-12) (-) m/z 73.10 100.00%
7B
5000 43
55 87
| | 3.20 3.30 3.40 3.50 3.60
Obrrrprrrr e sttt e b et e e e || M7z 43.100 37.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 HUA U U IR IR U
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 55.10 27.93%
fg i 80
G R R R AR AR RS RS RS RN LA RARSN SARRN LA
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
3.20 3.30 3.40 3.50 3.60
5000 a1 55 m/z 87.10 23.50%
29
o 1L \‘\ Joesll s | o7 w2 a2
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #741: Acetamide, N-methyl-
43 73 3.20 3.30 3.40 3.50 3.60
20 m/z 41.10 13.25%
58
5000
15
0'”I”'W'HMP'”FJ'E{'W'”'Pl”l“'W'”'P'”I”'W'”'P'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 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\BG110119\
Data File : BG043476.D

Aca On : 1 Nov 2019 21:49

Operator :© JU

Sample : K5620-07 2X

Misc :

ALS Vial : 17 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.12 5.86 ng 95297 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Guanidine 59 CH5N3 000113-00-8 43
3 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 40
4 Propane. l-ethoxvy-2-methvl- 102 C6H140 000627-02-1 35
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 345 (5.118 min): BG043476.D (-341) (-) m/z 43.10 100.00%
a3
59
5000
101 SUPESNI AL S ——
4.80 5.00 5.20 5.40
83
b S0l Sl 73 8 | h/z 59.10  72.69%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 BB SARRE RN R AR
4.80 5.00 520 5.40
59 m/z 101.10 24.37%
0 21 37| 53 | 67 778 o ‘I
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #256: Guanidine
43 50
480 500 520 540
5000 18 m/z 58.10 15.80%
28
0 12 AN ; :
LR UL SR SR UL UL FELRLEL IR SO S UL I
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8387: 2-Pentanal, 2,4-dimethyl-
50 4.80 5.00 520 5.40
m/z 41.10 10.50%
5000
43 101
0 15 ! \3‘1 37\ ‘ ‘ | 53\\ i 65 71 8\3
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110119\
Data File : BG043476.D

Aca On : 1 Nov 2019 21:49

Operator :© JU

Sample : K5620-07 2X

Misc :

ALS Vial : 17 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 unknown7.56 Concentration Rank 1

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

7.56 34.63 ng 563203 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 N-(-3,4-Methylenedioxyphenylisop... 267 C17H17NO2 1000378-96-6 10

Abundance Scan 761 (7.562 min): BG043476.D (-752) (-) m/z 132.10 100.00%
132
5000 68 /\\_
96 T T T L T T T
40 .- 61‘ 75 g, |103 7.20 7.40 7.60 7.80
o.w”.w.”w.nuﬂnw!'..hh.hn“”.“.npﬂnp.”,””ﬂtn,” m/z 68.10 38.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 6
a1 97 7.20 7.40 7.60 7.80
2 17 m/z 134.00 32.17%
0”Pm“ml?ﬂ,l‘lln,i.m,60,.,|,,||,,.,.Jl.mf,‘.?”h,l,lpﬁll,,I,.I1,2,f1,|||m|“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 o 720 740 7.60 7.80
5000 m/z 66.10 28.67%
78
31 49 ‘
O b e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132 7.20 7.40 7.60 7.80
m/z 69.10 16.65%
5000
104
o 14 27 37 4451 58 % T 8597 | 115
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110119\
Data File : BG043476.D

Aca On : 1 Nov 2019 21:49

Operator :© JU

Sample : K5620-07 2X

Misc :

ALS Vial : 17 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 Oxalic acid, isobutyl hepta... Concentration Rank 5

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

21.29 2.10 ng 89598 Chrysene-di12 21.65

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Oxalic acid. isobutvl heptadecvl... 384 C23H4404 1000309-38-2 80
2 10-Heneicosene (c.t) 294 C21H42 095008-11-0 70
3 Tetrapentacontane. 1.54-dibromo- 915 C54H108Br2 1000156-09-4 62
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 62
5 Cyclohexadecane 224 C16H32 000295-65-8 60
Abundance Scan 3098 (21.293 min): BG043476.D (-3095) (-) m/z 57.10 100.00%

57
5000
]ﬂ111
UL BN SN B B
l 196 253 307 358 21.00 21.20 21.40 21.60
0 T -145-4‘-%4‘“%@%#%—## m/z 43_.10 64 .56%
m/z--> 0 100 200 300 400 500 600 700 800
Abundance #204545: Oxalic acid, isobutyl heptadecyl ester
57
5000 LI UL UL UL A

21. OO 21. 20 21. 40 21. 60

m/z 55.10 56 .54%
283
ol N"}l 154 238%
m/z--> 0 100 200 300 400 500 600 700 800
Abundance #139793: 10-Heneicosene (c,t)
55
97 R
21.00 21.20 21.40 21.60
5000 m/z 41.10 48_67%
o,.l R
m/z--> 0 100 200 300 400 500 600 700 800
Abundance #243727: Tetrapentacontane, 1,54-dibromo- e RRREE BEE S L
57 21.00 21.20 21.40 21.60
m/z 69.10 45_87%
5000
11
ol ;155}97239 295337379 443 499541585 670 755 835
m/z--> 0 100 200 300 400 500 600 700 800 21. OO 21. 20 21. 40 21. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG110119\
Data File : BG043476.D

Acq On : 1 Nov 2019 21:49

Operator : JU

Sample : K5620-07 2X

Misc :

ALS Vial : 17 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 3.19 5.3 ng 86816 1 8.01 325310 20.0
2-Pentanone, 4-hy... 5.12 5.9 ng 95297 1 8.01 325310 20.0
unknown? .56 7.56 34.6 ng 563203 1 8.01 325310 20.0
Oxalic acid, isob... 21.29 2.1 ng 89598 5 21.65 855346 20.0
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