LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091219\
Data File : BG042787.D

Aca On : 12 Sep 2019 18:18

Operator : HP/JU

Sample : K4822-08

Misc :

ALS Vial : 6 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-BG091219.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 3.217 17 22 30 rBv 195019 389540 6.94% 1.254%
2 3.293 30 35 48 rVB 471060 722967 12.88% 2.328%
3 5.684 433 442 455 rBV 1403896 2277396 40.56% 7.332%
4 7.271 701 712 725 rBVY 1511210 2671770 47 .58% 8.602%
5 7.653 769 777 786 rBVY 1373532 2381877 42.42% 7.669%
6 8.123 850 857 864 rBV 285521 478001 8.51% 1.539%
7 8.446 904 912 923 rVB 991028 1732839 30.86% 5.579%
8 9.274 1045 1053 1063 rBV 828274 1537819 27.39% 4_.951%
9 10.931 1327 1335 1342 rBV 346655 634587 11.30% 2.043%
10 13.369 1743 1750 1757 rBVY 2125616 3325000 59.21% 10.705%

11 14.186 1881 1889 1899 rVB 360206 529587 9.43% 1.705%
12 14.738 1976 1983 1991 rVB 550337 894486 15.93% 2.880%
13 16.219 2227 2235 2248 rBV 1847565 2853658 50.82% 9.188%
14 17.476 2443 2449 2459 rVB2 736641 1174993 20.93% 3.783%

15 17.864 2508 2515 2519 rBV3 38065 57129 1.02% 0.184%
16 18.369 2597 2601 2610 rBV3 58210 86743 1.54% 0.279%
17 20.091 2887 2894 2900 rBV 4214236 5615225 100.00% 18.079%
18 20.773 3004 3010 3016 rBv4 40472 66136 1.18% 0.213%

19 21.419 3114 3120 3127 rBV3 74938 155313 2.77% 0.500%
20 21.760 3170 3178 3187 rBV2 824861 1430799 25.48% 4.607%

21 21.989 3212 3217 3223 rBV2 55908 86835 1.55% 0.280%
22 22.623 3319 3325 3331 rBV2 64023 112174 2.00% 0.361%
23 23.287 3433 3438 3442 rBV7 35685 78704 1.40% 0.253%

24 23.340 3442 3447 3457 rVB 71384 146732 2.61% 0.472%
25 24.174 3583 3589 3596 rVB4 53175 117810 2.10% 0.379%

26 25.032 3722 3735 3748 rBV2 473513 1392597 24.80% 4._.484%
27 25.161 3752 3757 3766 rVB3 41258 108331 1.93% 0.349%

Sum of corrected areas: 31059048
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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\BG091219\

BG042787.D

12 Sep 2019 18:18

HP/JU

K4822-08

6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG091219_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance
4000000

3000000

2000000

1000000

3.29
3.22

TIC: BG042787.D

7.27 765

8.45

8.12 10.93
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Time-->
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2384
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Time-->  23.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091219\
Data File : BG042787.D

Aca On : 12 Sep 2019 18:18

Operator : HP/JU

Sample : K4822-08

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG091219_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.29 30.25 ng 722967 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 38
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35

Abundance Scan 34 (3.287 min): BG042787.D (-30) (-) m/z 73.10 100.00%

3
5000 43
55 87

320 340 360
Ol A 207 166179 209 nso 43,10 43.14Y%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
_l_l_l_l_l_l_l_l_l_l_l_l_l_l_l_l_

5000
43 3.20 3.40 3.60
55 87 m/z 55.10 29.72%
2 | |

m/z--> 2IO I I 8I0 l(I)O léO léIlO l(ISO lEIEO ZCI)O
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87

320 340 360

5000 41 55 m/z 87.10 23.93%
H ‘ 97 112 129
ol ...,... O NN
m/z--> 80 100 120 140 160 180 200
Abundance #7506: 2-Methyl-5-hexen-3-ol I
73 320 340 360

m/z 41.10 12 .64%

55
43
5000
15 || H |
0 H 1

m/z--> 20 40 60 80 100 120 140 160 180 200 320 340 360
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091219\
Data File : BG042787.D

Aca On : 12 Sep 2019 18:18

Operator : HP/JU

Sample : K4822-08

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG091219_.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 unknown7.65 Concentration Rank 1

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

7.65 99.66 ng 2381880 1,4-Dichlorobenzene-d4 8.12

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 12
Abundance Scan 777 (7.653 min): BG042787.D (-769) (-) m/z 132.00 100.00%

132
5000 68
0 54 | % . 740 7.60 7.80 8.00
o} BN Ea m/z 68.10 50.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R S UL LR

7.40 7.60 7.80 8.00
m/z 66.10 34.95%

31 51
ol T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52379: Tranylcypromine-propionyl
57 132
A REmaE LR REE S
74 7.40 7.60 7.80 8.00
5000 gg 116 m/z 134.00 32.79%
AN U | i T WO S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14502: 1H-Benzimidazole, 2-methyl- R A EEamams
132 7.40 7.60 7.80 8.00
m/z 69.10 20.63%
5000
63
Aol L/ AN i V20 NS B p § NSNS | W
m/z--> 20 40 60 80 100 120 140 160 180 200 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091219\
Data File : BG042787.D

Aca On : 12 Sep 2019 18:18

Operator : HP/JU

Sample : K4822-08

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG091219_.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 1-Dodecanol, 2-octyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.42 2.17 ng 155313 Chrysene-di12 21.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 76
2 Octatriacontvl pentafluoropropio... 697 C41H77F502 1000351-89-1 74
3 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 68
4 1-Heptacosanol 396 C27H560 002004-39-9 68
5 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 68
Abundance Scan 3120 (21.419 min): BG042787.D (-3114) (-) m/z 57.10 100.00%
57
5000
N 97 207
39 o8y 341 21.20 21.40 21.60 21.80
Ok M 24 394 m/z 43.10 87.42%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #143260: 1-Dodecanoal, 2-octyl-
57
5000 97 LI S UL LI B
21120 21.40 21.60 21.80
m/z 55.10 61.40%
0 1159 162 7240
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242842: Octatriacontyl pentafluoropropionate
57
o 21,20 21.40 21.60 21.80
5000 m/z 71.05 46.24%
}39
Op 2y, 18T 225 281 341376415 460 832 577 ST
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #119526: 1-Dodecanol, 2-hexyl- P T T T T T
57 21.20 21.40 21.60 21.80
m/z 69.10 43.69%
5000 o7
o 39182 252
mz-> 0 50 160 1%0 200 250 300 350 400 450 500 550 600 650 21.20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091219\
Data File : BG042787.D

Aca On : 12 Sep 2019 18:18

Operator : HP/JU

Sample : K4822-08

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG091219_.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 Heptacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.34 2.05 ng 146732 Chrysene-di12 21.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 80
2 13-Methvlhentriacontane 451 C32H66 1000131-19-4 72
3 1ll1-MethvIlnonacosane 422 C30H62 007371-99-5 72
4 Hexadecane 226 C16H34 000544-76-3 72
5 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 72
Abundance Scan 3447 (23.340 min): BG042787.D (-3442) (-) m/z 57.10 100.00%

.

5000 a5
l 113 141 169191 225 267 295 327 355 458 23.00 23.20 23.40 23.60
0...H....Aﬂuhfu...Pphn.,nn..,....,....,....,.. m/z 43.10 65.65%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #202662: Heptacosane
57
5000 LA LI L L L L L BB L |
85 23.00 23.20 23.40 23.60
m/z 71.10 56.79%
29
oL (113 141 160 197 225 253 281 323 351 380
L B B B e B R
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227199: 13-Methylhentriacontane
57
A e e e St
23.00 23.20 23.40 23.60
5000 85 196 m/z 85.05 39.45%
280
o | || ME a1 108 | 550 252 | 508 337 379 407 435
A e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #219834: 11-Methylnonacosane
57 168 23.00 23.20 23.40 23.60
m/z 41.10 21.84%
85
5000
280
113 140 252
o 1l ﬂ |yl 1197 224 7 308 337 365 407
A e e R B
m/z--> 50 100 150 200 250 300 350 400 450 23.00 23.20 23.40 23.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG091219\
Data File : BG042787.D

Acq On : 12 Sep 2019 18:18

Operator : HP/JU

Sample - K4822-08

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG091219_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... 3.29 30.3 ng 722967 1 8.12 478001 20.0
unknown? .65 7.65 99.7 ng 2381880 1 8.12 478001 20.0
1-Dodecanol, 2-oc... 21.42 2.2 ng 155313 5 21.76 1430800 20.0
Heptacosane 23.34 2.0 ng 146732 5 21.76 1430800 20.0
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