LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111919\
Data File : BG043701.D

Aca On : 19 Nov 2019 16:58

Operator :© JU

Sample - K5865-21

Misc :

ALS Vial : 11 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 3.149 6 10 22 rVB 57111 87210 5.21% 1.054%
2 5.088 333 340 347 rBV 56823 89012 5.32% 1.076%
3 5.581 417 424 440 rBV 230359 417089 24.93% 5.042%
4 7.185 689 697 715 rBV 231767 504937 30.18% 6.104%
5 7.532 748 756 770 rBV 258682 483611 28.90% 5.846%
6 7.990 826 834 844 rBV 81839 151420 9.05% 1.830%
7 8.314 880 889 900 rBV 202184 372605 22.27% 4 .504%
8 9.154 1024 1032 1047 rBV 116887 275776 16.48% 3.334%
9 10.799 1305 1312 1321 rBV2 78484 185077 11.06% 2.237%
10 13.243 1721 1728 1743 rBV 409332 756697 45.22% 9.147%
11 14.077 1864 1870 1884 rBvV 38139 87521 5.23% 1.058%

12 14.624 1956 1963 1976 rBV 193129 335400 20.04% 4.054%
13 16.116 2211 2217 2240 rBV 322270 657994 39.32% 7.954%
14 17.368 2424 2430 2448 rBV 221766 459713 27.47% 5.557%
15 19.976 2868 2874 2887 rBV 1191967 1673289 100.00% 20.227%

16 21.633 3149 3156 3174 rBv2 308370 613265 36.65% 7.413%

17 21.809 3182 3186 3192 rVB4 19935 27295 1.63% 0.330%
18 22.409 3283 3288 3294 rBV3 32413 50017 2.99% 0.605%
19 23.084 3398 3403 3412 rVB3 45362 85225 5.09% 1.030%

20 23.878 3531 3538 3550 rVB3 46169 102476 6.12% 1.239%

21 24.806 3685 3696 3713 rBV 243261 722219 43.16% 8.730%

22 25.911 3873 3884 3895 rBV4 32438 98943 5.91% 1.196%
23 27.227 4099 4108 4110 rBvVS 15928 35689 2.13% 0.431%
Sum of corrected areas: 8272480
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111919\
Data File : BG043701.D

Aca On : 19 Nov 2019 16:58

Operator :© JU

Sample - K5865-21

Misc :

ALS Vial : 11 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 :
TIC Integration Parameters:

C:\Database\NIST11.L

LSCINT.P

Abundance

1000000

800000

600000

400000

200000
.15

TIC: BG043701.D

7.53
5.58 7.19 8.31

9.15

A,

5.09 7.99

10.80

ol
Time-->

350 400 450 5.00 550 6.00 6.50 7.00

750 8.00 850 9.00 9.50

10. OO 10. 50 11.00 11. 50 12. OO 12. 50

Abundance

1000000

800000

600000

400000

200000

TIC: BG043701.D

13.24

16.12

14.62 1r.37

14.08

19.98

21.63

1.81

22.41
N

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

23.08

TIC: BG043701.D

24.81

23.88

25.91 27.23
A

0—.1‘)\

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 : BG043701.D

Aca On : 19 Nov 2019 16:58

Operator :© JU

Sample - K5865-21

Misc :

ALS Vial : 11 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 11.52 ng 87210 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 83
2 1.3-Dioxolane. 2-propvl- 116 C6H1202 003390-13-4 9
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 9
4 1.3-Dioxolane. 2-butvl- 130 C7H1402 004360-76-3 9
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 9

Abundance Scan 10 (3.149 min): BG043701.D (-6) (-) m/z 73.05 100.00%
3
5000 43
55 87
| ‘ 207 3.20 3.30 3.40 3.50 3.60
obellit A b | m/z 43.10  38.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 HRA A U AN U R
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 55.05 29.54%
AN
|“"|'”'|"'|"”|"'w"'w""w"'|”"|”"
m/z--> 20 80 100 120 140 160 180 200
Abundance #8115: 1,3-Dioxolane, 2-propyl-
73
1320 3.30 3.40 350 3.60
5000 m/z 87.10 29.19%
45
0 \M H‘ 57 || 8 99 105
s 30 G B 16 130 o o i %
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73 3.20 3.30 3.40 3.50 3.60
87 m/z 41.05 13.64%
5000 41 55
29 ‘
N P S
m/z--> 20 40 60 80 100 120 140 160 180 200 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 : BG043701.D

Aca On : 19 Nov 2019 16:58

Operator :© JU

Sample - K5865-21

Misc :

ALS Vial : 11 Sample Multiplier: 1

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

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-Hexanol, 2-methyl- Concentration Rank 3

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

5.09 11.76 ng 89012 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 53
2 Guanidine 59 CH5N3 000113-00-8 43
3 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 38
4 1.2-Butanediol 90 C4H1002 000584-03-2 37
5 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 33

Abundance Scan 340 (5.088 min): BG043701.D (-333) (-) m/z 43.10 100.00%
43
59
5000
i "ako 500 550 S0
o...,....,....,..??l;'.'.-..,??.'-!,-....,.7?..,??..,....-,|....,. m/z 59.10 68.68%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl-
50
5000 U U R R IR
4.80 5.00 5.20 5.40
101 m/z 101.10 20.85%
a 4 69 83
0"'w}§'w'””ﬁ"NLU'W?%”W"'N"'W'”'w'"w"'w'
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #256: Guanidine
43 50
480 5.00 520 540
5000 18 m/z 58.10 14 .39%
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 #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43 4.80 5.00 520 5.40
m/z 41.10 10.30%
5000 59
15 101
o 5% e, | s 83 ] .
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 : BG043701.D

Aca On : 19 Nov 2019 16:58

Operator :© JU

Sample - K5865-21

Misc :

ALS Vial : 11 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 63.88 ng 483611 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 32
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
4 5-Aminoindole 132 C8H8N2 005192-03-0 22
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 12

Abundance Scan 756 (7.532 min): BG043701.D (-748) (-) m/z 132.10 100.00%
132
5000 68 [\\
96 USSR AR R LR
40 47 54 62‘ B g 103 720 7.40 7.60 7.80
ot V. | RO PN A 1Y | N m/z 68.10 40.64%

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000

7.20 7.40 7.60 7.80
m/z 134.00 32.79%

89 g7103
0....,....|'|“ .--.--|| L -”,..ul=,....l-...u.,.m..,.l.l?.,....,
m/z--> 30 5 90 100 110 120 130 140
Abundance #14146. 4 ChIoro 6-fluoro-pyrimidine
132
T
9 7.20 7.40 7.60 7.80
5000 ! m/z 66.10 32.37%
70
31 60
L4 e T e e |
R o o o N R e o e o RERRR NS
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132 7.20 7.40 7.60 7.80

m/z 69.10 18.34%

5000
33 4 0 g7 105
60 78 ‘ ‘
0 ‘ ‘ 51 | | |, 86 ‘ | 115 |

m/z--> 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 : BG043701.D

Aca On : 19 Nov 2019 16:58

Operator :© JU

Sample - K5865-21

Misc :

ALS Vial : 11 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 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.08 2.78 ng 85225 Chrysene-di12 21.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Heptacosane 380 C27H56 000593-49-7 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Hexatriacontane 507 C36H74 000630-06-8 90
Abundance Scan 3402 (23.079 min): BG043701.D (-3398) (-) m/z 57.10 100.00%
57
5000
99
155 22.80 23.00 23.20 23.40
226 283 341

o b 20228 S e m/z 43.05 58.26%

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129492: Eicosane

5000
22.80 23.00 23.20 23.40

m/z 71.05 57.37%

141 183 225 282

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202661: Heptacosane
5[7
22.80 23.00 23.20 23.40
5000 m/z 85.15 42.51%

99
26 | | 141 183 225 267 309 380

Oy P e P e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57 22.80 23.00 23.20 23.40
m/z 41.10 24 . 74%
5000

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L N R S IS8

m/z--> 0O 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 : BG043701.D

Aca On : 19 Nov 2019 16:58

Operator :© JU

Sample - K5865-21

Misc :

ALS Vial : 11 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 Nonadecane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
23.88 2.84 ng 102476 Perylene-d12 24 .81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Octadecane. 2-methvl- 268 C19H40 001560-88-9 93
3 Tetracosane 338 C24H50 000646-31-1 90
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 3538 (23.878 min): BG043701.D (-3531) (-) m/z 57.10 100.00%
57
5000
113 140 160 193 205 268 23.60 23.80 24.00 24.20
o m/z 71.10 64 .15%
m/z--> 0 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85
23.60 23.80 24.00 24.20
m/z 43.15 62 .69%
oL UL e 107 sz
m/z--> 6 §0 100 1éo 260 250 360 3éo
Abundance #117649: Octadecane, 2-methyl-
57
23.60 23.80 24.00 24.20
5000 85 m/z 85.20 46.13%
29 225
m/z--> 6 §0 160 1éo 260 250 360 3%0
Abundance #175559: Tetracosane
57 23.60 23.80 24.00 24.20
m/z 55.20 24 .39%
85
5000
29
0 J , ‘\ \J\ ” 1:|I\-3 | 1‘411 I 169 197 225 253 338
m/z--> c') 5'0 100 150 2(')0 2&1,0 3(')0 3&'30 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 : BG043701.D

Aca On : 19 Nov 2019 16:58

Operator :© JU

Sample - K5865-21

Misc :

ALS Vial : 11 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 Eicosane, 7-hexyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
25.91 2.74 ng 98943 Perylene-di12 24 .81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 87
3 Octacosane 394 C28H58 000630-02-4 83
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 83
5 Heneicosane 296 C21H44 000629-94-7 83
Abundance Scan 3884 (25.911 min): BG043701.D (-3873) (-) m/z 57.10 100.00%
57
85
5000
113
141 183207 p49 281 25.60 25.80 26.00 26.20
ol— | : .~|.~.J.'ll R S S AN PN - m/z 71.10 65.48%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
5000
85 25.60 25.80 26.00 26.20
29 m/z 43.20 58.65%
. Ldl L) 218 141 160 197 225 253 282
m/z--> 50 100 150 200 250 300 350
Abundance #194499: Eicosane, 7-hexyl-
57
25.60 25.80 26.00 26.20
5000 85 m/z 85.10 52.19%
ol 3t l L M8 182 913 o5y 281 508 337
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57 25.60 25.80 26.00 26.20
m/z 55.10 28.72%
5000 85
29
oL ] | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 ' 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 : BG043701.D

Acq On : 19 Nov 2019 16:58

Operator : JU

Sample - K5865-21

Misc :

ALS Vial : 11 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 11.5 ng 87210 1 7.99 151420 20.0
2-Hexanol, 2-methyl- 5.09 11.8 ng 89012 1 7.99 151420 20.0
unknown7 .53 7.53 63.9 ng 483611 1 7.99 151420 20.0
Eicosane 23.08 2.8 ng 85225 5 21.63 613265 20.0
Nonadecane 23.88 2.8 ng 102476 6 24.81 722219 20.0
Eicosane, 7-hexyl- 25.91 2.7 ng 98943 6 24.81 722219 20.0
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