LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111919\
Data File : BG043703.D

Aca On : 19 Nov 2019 18:16

Operator :© JU

Sample - K5865-23

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\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 3.148 5 10 18 rVB 74650 103865 4.72% 0.968%
2 5.087 336 340 349 rBV 75328 118467 5.38% 1.104%
3 5.581 418 424 439 rBV 342330 606318 27 .56% 5.648%
4 7.185 689 697 714 rBV 363794 725107 32.96% 6.754%
5 7.532 749 756 766 rBV 378079 686932 31.22% 6.399%

7.990 827 834 842 rBV 89386 158718 7.21% 1.478%
8.313 882 889 906 rBV 304609 537419 24.43% 5.006%
9.153 1023 1032 1048 rBvV 182202 402903 18.31% 3.753%
10.798 1303 1312 1321 rBV 87576 192204 8.74% 1.790%
13.243 1721 1728 1741 rBV 588421 1043305 47.42% 9.719%

=
QO ~NO®

11 14.077 1864 1870 1885 rBV 50366 114320 5.20% 1.065%
12 14.623 1956 1963 1977 rBvV2 195208 341580 15.53% 3.182%
13 16.116 2211 2217 2234 rBV 498832 949465 43.15% 8.844%
14 17.367 2423 2430 2449 rBvV 233950 457504 20.79% 4.262%
15 18.266 2577 2583 2592 rBV5 19239 42914 1.95% 0.400%

16 19.976 2868 2874 2889 rBV 1572928 2200172 100.00% 20.495%
17 21.633 3150 3156 3173 rBvV2 301567 611149 27.78% 5.693%
18 21.809 3182 3186 3193 rVB3 34108 50029 2.27% 0.466%
19 22.408 3282 3288 3293 rBV 59400 91158 4.14% 0.849%
20 23.084 3397 3403 3414 rVB2 74820 144409 6.56% 1.345%

21 23.877 3530 3538 3546 rBV 74613 159495 7.25% 1.486%
22 24.805 3684 3696 3713 rBV2 245902 788081 35.82% 7.341%

23 25.904 3874 3883 3894 rVB3 45564 135729 6.17% 1.264%
24 27.232 4099 4109 4117 rBV7 22775 73996 3.36% 0.689%

Sum of corrected areas: 10735239
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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:\SVOASRVA\HPCHEMI\BNA G\DATA\BG111919\

BG043703.D

19 Nov 2019 18:16

Ju

K5865-23

13 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

1400000

1200000

1000000

800000

600000

400000

200000
.15

TIC: BG043703.D

7.18 7.53
5.58 8.31

9.15

5.09 7.99

10.80

0

Time-->

350 400 450 5.00 550 6.00 6.50 7.00

7.50 8.00 850 9.00 9.50

10 00 10. 50 11. OO 11. 50 12. OO 12. 50

Abundance

1400000
1200000
1000000
800000
600000{ 13-2

400000

200000

TIC: BG043703.D

4
16.12

14.62 1r.37

14.08 18.27

19.98

21.63

1.81

22.41
\

05
Time-->

Ion
LI L B e B B B B B B

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

1400000

1200000

1000000

800000

600000

400000

200000

23.08

TIC: BG043703.D

24.81

23.88

25.90
A 27.23

ok~

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\BG111919\
Data File : BG043703.D

Aca On : 19 Nov 2019 18:16

Operator :© JU

Sample - K5865-23

Misc :

ALS Vial : 13 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.

3.15 13.09 ng 103865 1,4-Dichlorobenzene-d4 7.99
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 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 1-Propene-1-thiol 74 C3H6S 000925-89-3 9

Abundance Scan 10 (3.148 min): BG043703.D (-5) (-) m/z 73.10 100.00%
7B
5000 43
55 87
3.20 3.30 3.40 3.50 3.60
S ! R PSR I A —— (N Y 62 X T 10 B T -1
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 RS UL S U R
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 55.05 28.17%
29
e A R R S R SRR RN AR RARAN BARAN SRR BARSS SARN
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
78
87 RS LA A U LR
3.20 3.30 3.40 3.50 3.60
5000 41 55 m/z 87.10 25.13%
o M \H lyesi o7 112 129
LA AR AR AR AR AR RARES RERRS RRRLN AL AN WSS RN RN WAL
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1995: Silane, tetramethyl- R Raa e e
73 3.20 3.30 3.40 3.50 3.60
m/z 45.10 10.97%
5000
43
oLo2 15 2 ] 53 e | 88
m/z--> 0 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\BG111919\
Data File : BG043703.D

Aca On : 19 Nov 2019 18:16

Operator :© JU

Sample - K5865-23

Misc :

ALS Vial : 13 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.

5.09 14.93 ng 118467 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 17
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 340 (5.087 min): BG043703.D (-336) (-) m/z 43.10 100.00%
43
59
5000
T 2B 550 550 50
O Sl 78 8 Tm/z 59.10 64.01%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LRI I L IR I
59 480 500 520 540
m/z 101.10 22 .25%
15 31 101
o 25,70 37, 53, 83 .
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4489: Propane, 1-ethoxy-2-methyl-
59
480 500 520 540
5000 m/z 58.10 13.41%
a4
73 102
o ...,..15..,....,....,....,.5:.3..,....,....,...87.,....,....,.
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4-methyl-
43 480 5.00 5.20 5.40
m/z 39.10 8.27%
5000
101
15 97 71
ol Tism 4 ®e | 77 s A .
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111919\
Data File : BG043703.D

Aca On : 19 Nov 2019 18:16

Operator :© JU

Sample - K5865-23

Misc :

ALS Vial : 13 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 unknown7.53 Concentration Rank 1

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

7.53 86.56 ng 686932 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 27
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 23
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22

Abundance Scan 756 (7.532 min): BG043703.D (-749) (-) m/z 132.00 100.00%
132
5000 68 /\\
‘ % 103 720 7.40 7.60 7.80
o..,....,....,...!,“.'.‘.‘.7" 61, ,...-.,..5.‘.7,...'.,.'!..,....,....,"...,.. m/z 68.10  41.00%
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
104
5000
7.20 7.40 7.60 7.80
78 m/z 134.10 35.30%
31 54 51
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
A R L R
7.20 7.40 7.60 7.80
5000 97 m/z 66.10 32.70%
70
31
. ;| s 7 8 | 105 116
mz> 15 % 30 40 80 60 70 8 8 100 110 150 130 140
Abundance #14491: 5-Aminoindole
132 7.20 7.40 7.60 7.80
m/z 69.10 18.11%
5000
104
44 51 gg 0
0 S A A= YN PP - - A S |
m/z--> 10 20 30 40 50 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\BG111919\
Data File : BG043703.D

Aca On : 19 Nov 2019 18:16

Operator :© JU

Sample - K5865-23

Misc :

ALS Vial : 13 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 Eicosane, 9-octyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.41 2.98 ng 91158 Chrysene-di12 21.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 9-octvl- 394 C28H58 013475-77-9 80
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 80
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 80
4 2-Bromotetradecane 276 C14H29Br 074036-95-6 80
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 80
Abundance Scan 3288 (22.408 min): BG043703.D (-3282) (-) m/z 57.05 100.00%
57
5000 8
113 141 169 197 239 267 22.00 22.20 22.40 22.60 22.80
ol LA AT a0 17 39 267 205 A3 10 65, 24%
m/z--> 50 100 150 200 250 300 350
Abundance #209567: Eicosane, 9-octyl-
43
71
5000
22.00 22.20 22.40 22.60 22.80
281 m/z 71.10 61.61%
99
o LT 127 155 183 211 238 | 309 336 365 302
m/z--> 50 100 150 200 250 300 350 '
Abundance #100330: 2-Bromo dodecane
57
22.00 22.20 22.40 22.60 22.80
5000 P m/z 85.10 51.34%
29J 113 169
0||l‘||‘|“|‘£|J|J||||J||14|.9|L|||||||24|.8|||| T
m/z--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl-
57 22.00 22.20 22.40 22.60 22.80
m/z 41.10 30.10%
5000 85
0 ‘ I J1}31331?4h183 211 239 281
m/z--> 50 100 150 200 250 300 350 ' 22.00 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111919\
Data File : BG043703.D

Aca On : 19 Nov 2019 18:16

Operator :© JU

Sample - K5865-23

Misc :

ALS Vial : 13 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 Tetratetracontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.08 4.73 ng 144409 Chrysene-di12 21.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 3402 (23.078 min): BG043703.D (-3397) (-) m/z 57.05 100.00%

5000
919 WL 197 65 am 22.80 23.00 23.20 23.40
QLN ¥ 8 1 K88 A0t U m/z 43.05 65.80%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
5000

22.80 23.00 23.20 23.40
m/z 71.10 64.11%

141 183 225 267 309 351 393 435 491 535 574 617

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane
5[7
22.80 23.00 23.20 23.40
5000 m/z 85.10 44.15%
99
0l_26] || 11 183 225 267 309 365
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
5[7 22.80 23.00 23.20 23.40
m/z 55.10 30.25%
5000
99
ol 26 |, 4 183 225 281 337 394
R R A B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 22.80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111919\
Data File : BG043703.D

Aca On : 19 Nov 2019 18:16

Operator :© JU

Sample - K5865-23

Misc :

ALS Vial : 13 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 7 2-methyloctacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.88 4.05 ng 159495 Perylene-di12 24 .81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Hexatriacontane 507 C36H74 000630-06-8 91
Abundance Scan 3538 (23.877 min): BG043703.D (-3530) (-) m/z 57.10 100.00%
57
5000 85 ]\
e A EREE R
113 141 183 5gg 23.60 23.80 24.00 24.20
N 1 o L m/z 71.10 66.26%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
5000 85
23.60 23.80 24.00 24.20
13 m/z 43.10 66 .03%
o 2, ﬂ (141 169 197 225 267 295 365 393
m/z--> éo 100 150 200 250 300 350 400
Abundance #202661: Heptacosane
57
23.60 23.80 24.00 24.20
5000 85 m/z 85.20 46.91%
29 113 141
o bbb T 169 197 225 253 281 309 337 380
m/z--> 50 100 150 260 250 300 350 400
Abundance #219831: Triacontane
57 23.60 23.80 24.00 24.20
m/z 55.10 26.12%
5000 85
118 941
oL 2/ j | 77,169 197 225 253 281 309 337 365 393 422
m/z--> 50 100 150 2(')0 250 300 350 400 23.60 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111919\
Data File : BG043703.D

Aca On : 19 Nov 2019 18:16

Operator :© JU

Sample - K5865-23

Misc :

ALS Vial : 13 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 8 Docosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
25.90 3.44 ng 135729 Perylene-d12 24 .81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 90
2 Tetracosane 338 C24H50 000646-31-1 90
3 Hentriacontane 437 C31H64 000630-04-6 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 3882 (25.898 min): BG043703.D (-3874) (-) m/z 57.10 100.00%
5000
155 183207 25.60 25.80 26.00 26.20
o 239 207 m/z 71.10 58.73%
m/z--> 50 100 150 200 250 300 350 400
Abundance #153222: Docosane
5000

25.60 25.80 26.00 26.20
m/z 43.05 48.32%

113 141 169 197 225 253 281 310

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane
57
25.60 25.80 26.00 26.20
5000 a5 m/z 85.05 38.16%
23 113 141
oL I 7,141 169 197 225 253 281 309 338
L o o i LA e e A B e e  w  o
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57 25.60 25.80 26.00 26.20
m/z 41.10 20.97%
5000
85
29 113 1m
ol Il Ty, 169 197 225 253 280 309 351 379 407 436
=t e e e e e e e e
m/z--> 50 100 150 200 250 300 350 400 25.60 25.80 26.00 26.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG111919\
Data File : BG043703.D

Acq On : 19 Nov 2019 18:16

Operator : JU

Sample - K5865-23

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG102119_.M
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]
Butane, 2-methoxy... 3.15 13.1 ng 103865 1 7.99 158718 20.0
2-Pentanone, 4-hy... 5.09 14.9 ng 118467 1 7.99 158718 20.0
unknown7 .53 7.53 86.6 ng 686932 1 7.99 158718 20.0
Eicosane, 9-octyl- 22.41 3.0 ng 91158 5 21.63 611149 20.0
Tetratetracontane 23.08 4.7 ng 144409 5 21.63 611149 20.0
2-methyloctacosane 23.88 4.0 ng 159495 6 24.81 788081 20.0
Docosane 25.90 3.4 ng 135729 6 24.81 788081 20.0
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