LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082819\
Data File : BG042543.D

Aca On : 28 Aug 2019 21:53

Operator : HP/JU

Sample : K4536-07

Misc :

ALS Vial : 9 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 3.118 3 5 22 rVB 449711 541892 22.16% 4_447%
2 5.556 413 420 433 rBV 356775 601915 24.61% 4 .939%
3 7.160 685 693 707 rBV 362817 670772 27.43% 5.504%
4 7.530 749 756 770 rBV 398267 692473 28.31% 5.682%
5 7.994 829 835 845 rVB 88130 148057 6.05% 1.215%

8.323 883 891 900 rBV 305407 521344 21.32% 4.278%
9.164 1027 1034 1049 rBvV 198963 385185 15.75% 3.161%
10.820 1308 1316 1327 rBV 93011 195610 8.00% 1.605%
13.276 1727 1734 1749 rBV 653244 1076834 44.03% 8.836%
14.105 1868 1875 1888 rBV 124341 229239 9.37% 1.881%

=
QO ~NO®

11 14.657 1963 1969 1985 rBV2 214143 352480 14.41% 2.892%
12 16.150 2216 2223 2243 rBV 706298 1281042 52.38% 10.512%
13 17.413 2431 2438 2451 rBV 349358 569022 23.27% 4._.669%
14 17.530 2451 2458 2466 rVB4 15604 25930 1.06% 0.213%
15 20.021 2876 2882 2891 rBV 1827633 2445689 100.00% 20.069%

16 21.326 3098 3104 3118 rBV 137886 298316 12.20% 2.448%
17 21.684 3159 3165 3178 rVB2 460154 796463 32.57% 6.536%
18 21.878 3193 3198 3203 rBV2 33155 49291 2.02% 0.404%
19 22.489 3297 3302 3308 rBV2 50162 84631 3.46% 0.694%
20 23.188 3414 3421 3427 rBV3 59558 120809 4.94% 0.991%

21 24.005 3553 3560 3566 rBV3 47516 100099 4_.09% 0.821%
22 24.927 3706 3717 3734 rBV2 290650 945474 38.66% 7.759%
23 26.103 3910 3917 3926 rVB5 18834 53725 2.20% 0.441%

Sum of corrected areas: 12186292
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG082819\
Data File : BG042543.D

Aca On : 28 Aug 2019 21:53

Operator : HP/JU

Sample . K4536-07

Misc :

ALS vial : 9 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: BG042543.D

1500000
1000000

5000001.12

7.53
5.56 7.16 8.32

9.16
t 7.99 10.82

e e RS SRES | SRUSUESMESRMMFSVRISIL SN RS R EMSESBEEEH L SURMRE SRR SRR

T T 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: BG042543.D

20.02

1500000

1000000

13.28 16.15

500000 21.68
17.41

10 % 21.33
753 21.88 22.49

O o L o B o B o i AL B o o o e e e e B B LA B e o

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: BG042543.D

1500000

1000000

500000
24.93

23.19 24.01
4, 26.10
O AT T R T e T e R e

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\HPCHEMI1\BNA G\DATA\BG082819\
Data File : BG042543.D

Aca On : 28 Aug 2019 21:53

Operator : HP/JU

Sample - K4536-07

Misc :

ALS Vial : 9 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 73.20 ng 541892 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 72
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 5 (3.118 min): BG042543.D (-3) (-) m/z 73.10 100.00%
73
5000 /\\\_
13 55 87 N
3.20 3.30 3.40 3.50
Ol i e, e || M/Z 87.10  30.00%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 U S UL R
43 3.20 3.30 3.40 3.50
55 87 m/z 43.10 29.71%
0 ?9 35 1] | 67 1] 80
mz-> % 3 40 50 80 70 8 % 100 110 130 1%
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 RSN SRS RN AR
3.20 3.30 3.40 3.50
5000 55 m/z 55.10 24 _.58%
J L 79 |97 112 129 /\\\_
0“|“'w'“'w'“|“'w'“' U UL B B S R
m/z--> 20 70 8 90 100 110 120 130
Abundance #4436. Pentane, 3-methoxy- R R A
73 3.20 3.30 3.40 3.50
m/z 71.10 10.83%
5000
45
29
ol 39| 5 67 | 101 /\
m/z--> 20 30 4'0 50 60 7'0 80 90 100 110 120 130 320 3.30 3.40 350
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082819\
Data File : BG042543.D

Aca On : 28 Aug 2019 21:53

Operator : HP/JU

Sample - K4536-07

Misc :

ALS Vial : 9 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 93.54 ng 692473 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 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 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 756 (7.530 min): BG042543.D (-749) (-) m/z 132.00 100.00%
132
5000
e K
0 s 7 & Lo J 720 740 7.60 7.80
ol AL LA m/z 68.10 32.50%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR AR AR AR
7.20 7.40 7.60 7.80
2 51 78 m/z 134.00 32.40%
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
A A L UL LR
7.20 7.40 7.60 7.80
5000 67 m/z 66.10 21.26%
41 97
53
‘ 79 ‘ 117
ol bl ol ol 8820 |
m/z--> 40 60 80 100 120 140 160 180 /\\
Abundance #52379: Tranylcypromine-propionyl o R e e
57 132 7.20 7.40 7.60 7.80

m/z 69.10 13.39%

74
116
5000 98
0 11 n ‘M 8\? \ﬂj()? “‘ Iy 158 189
LA I L B I i B LA L B ) B B

I T
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\BG082819\
Data File : BG042543.D

Aca On : 28 Aug 2019 21:53

Operator : HP/JU

Sample - K4536-07

Misc :

ALS Vial : 9 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 5-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.33 7.49 ng 298316 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 95
2 Cvclopentadecane 210 C15H30 000295-48-7 95
3 Tetracosvl heptafluorobutvrate 550 C28H49F702 1000351-83-7 94
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 93
Abundance Scan 3105 (21.332 min): BG042543.D (-3098) (-) m/z 57.05 100.00%

BN

5000
111
39 21.00 21.20 21.40 21.60
168 207239 280
0,,11 B e R e o e e m/z 43.10 76.91%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #127769: 5-Eicosene, (E)-
56
83
5000 T TT T T[T T 1T TTT T T

21,00 21.20 21.40 21.60
111 m/z 55.10 69.90%

1 1139167 196223252280

2

O e I o o R0 LA e e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #69583: Cyclopentadecane
55 83
210 T T T T T T T
21.00 21.20 21.40 21.60
5000 ” m/z 83.05 66.16%
2 l 39 182
1
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #239098: Tetracosyl heptafluorobutyrate L L L e
57 21.00 21.20 21.40 21.60
m/z 97.05 65.25%
97
5000
125
29
0 ‘ lx }?9195222250278308336 381 532
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082819\
Data File : BG042543.D

Aca On : 28 Aug 2019 21:53

Operator : HP/JU

Sample - K4536-07

Misc :

ALS Vial : 9 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 Tetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.49 2.13 ng 84631 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Docosane 310 C22H46 000629-97-0 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Nonadecane 268 C19H40 000629-92-5 90
Abundance Scan 3302 (22.489 min): BG042543.D (-3297) (-) m/z 57.10 100.00%
57
5000 85 /
Al 4] 1 s s s 3220 2240 2260 2280
o2 b L a7 TE LR 20 249 P 3L m/z 71.10 66.09%
m/z--> 50 100 150 200 250 300 350
Abundance #175556: Tetracosane
57
85
5000 AR AR AR
nmnmnmnm
29 m/z 43.10 52.20%
. Tl I ||113 141 169 197 225 253 281 309 338
m/z--> 55 100 1éo 260 2éo 360 350
Abundance #194494: Hexacosane
57
| 22.20 22.40 22.60 22.80
5000 g5 m/z 85.10 50.03%
113
L2 i W (141 169 197 225 253 295 366
m/z--> 55 100 1éo 260 2éo 360 3%0
Abundance #153222: Docosane
57 22.20 22.40 22.60 22.80
m/z 55.10 26.65%
5000 85
. 2901 | ] /M8 141 169 197 225 253 281 310
m/z--> % ﬁo 150 200 250 3& 3% nmnmnmnm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082819\
Data File : BG042543.D

Aca On : 28 Aug 2019 21:53

Operator : HP/JU

Sample - K4536-07

Misc :

ALS Vial : 9 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 6 Hexadecane, 2,6,10,14-tetra... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.19 3.03 ng 120809 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 95
2 Tetracosane 338 C24H50 000646-31-1 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 3421 (23.188 min): BG042543.D (-3414) (-) m/z 57.10 100.00%
57
5000
141 169 197 22.80 23.00 23.20 23.40 23.60
o 225, 266 295 4 m/z 71.05 61.98%
m/z--> 50 100 150 200 250 300 350
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57
5000 RSB BRI
85 22. 80 23. oo 23 20 23. 40 23. 60
113 m/z 43.10 55.18%
ol Ll 188 o ass oo
m/z--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane
57
o 22.80 23.00 23.20 23.40 23.60
5000 m/z 85.10 52 .66%
29
ol | J L7314 169 197 225 255 338
m/z--> 55 160 1%0 260 2%0 360 3%0
Abundance #185533: Pentacosane e R e il
57 22.80 23.00 23.20 23.40 23.60
m/z 55.10 24 .55%
o I wwnmwﬁvmwmmwj\VWMMW*AMWVWA
113
L2t 169 104211 2390 267 205 3p3 352
m/z--> % 1& ﬁo 200 ﬁo 300 ﬁo nmmmmmmmmm
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Data Path
Data File

Aca On

Sample
Misc

Operator :

ALS Vial

Quant Method

Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG082819\
BG042543.D

28 Aug 2019 21:53

HP/JuU

K4536-07

9 Sample Multiplier: 1

: C:\Database\NIST11.L

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octacosane

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
24 .01 2.12 ng 100099 Perylene-di12 24 .93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Pentacosane 352 C25H52 000629-99-2 90
3 Triacontane 422 C30H62 000638-68-6 90
4 Heptadecane 240 C17H36 000629-78-7 87
5 Eicosane 282 C20H42 000112-95-8 87
Abundance Scan 3561 (24.011 min): BG042543.D (-3553) (-) m/z 57.10 100.00%
57
18 1m 23.60 23.80 24,00 24.20 24.40
169 207 - - - - -
ol AL i i S 2 A e | Tw/z 71.10 71.79%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane
57
5000 85 AU
23160 23.80 24.00 24.20 24.40
m/z 85.10 51.65%
29 13 41
ol L, L 169 197 1225 253 281 309 337 365 394
m/z--> 50 100 1éo 200 250 300 350 400
Abundance #185533: Pentacosane
57
23.60 23.80 24,00 24.20 24.40
5000 85 m/z 43.10 47 .80%
113
REJ R TR ilﬂlll§9t 211 239 267 295 323 352
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane M BREEEEE s LR
57 23.60 23.80 24.00 24.20 24.40
m/z 55.05 26 .88%
5000 85
113 14
oL2) i J | 70T, 169 197 225 253 281 309 337 365 393 422
m/z--> 50 100 150 2(')0 250 300 350 400 23160 23.80 24.00 24.20 24.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG082819\
Data File : BG042543.D

Acq On : 28 Aug 2019 21:53

Operator : HP/JU

Sample - K4536-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082219_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... 3.12 73.2 ng 541892 1 7.99 148057 20.0
unknown7 .53 7.53 93.5 ng 692473 1 7.99 148057 20.0
5-Eicosene, (E)- 21.33 7.5 ng 298316 5 21.68 796463 20.0
Tetracosane 22 .49 2.1 ng 84631 5 21.68 796463 20.0
Hexadecane, 2,6,1... 23.19 3.0 ng 120809 5 21.68 796463 20.0
Octacosane 24.01 2.1 ng 100099 6 24.93 945474 20.0
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