LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG062219\
Data File : BG041402.D

Aca On 22 Jun 2019 14:26

Operator : HP/JU

Sample : K3441-02

Misc :

ALS Vial : 4 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-BG061719.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 5.591 419 426 443 rBV 454199 750427 35.78% 6.938%
2 7.206 694 701 713 rVV 491086 844961 40.28% 7.812%
3 7.576 757 764 777 rVB 468882 812758 38.75% 7.514%
4 8.047 838 844 851 rBV 92745 157822 7.52% 1.459%
5 8.370 893 899 913 rVB 330982 582533 27.77% 5.386%
6 9.227 1037 1045 1061 rBV 281859 531762 25.35% 4.916%
7 10.873 1318 1325 1337 rBV 99458 200039 9.54% 1.849%
8 13.305 1733 1739 1750 rBV 674723 1071148 51.07% 9.903%
9 14.133 1874 1880 1888 rVB 78787 122499 5.84% 1.133%
10 14.686 1967 1974 1981 rBV2 176109 288483 13.75% 2.667%

11 16.178 2221 2228 2242 rBV 728516 1091632 52.05% 10.093%
12 16.366 2253 2260 2266 rBv4 22990 39344 1.88% 0.364%
13 17.436 2436 2442 2452 rBV2 260359 410704 19.58% 3.797%
14 18.287 2582 2587 2599 rBV2 63770 134417 6.41% 1.243%

15 19.562 2799 2804 2810 rBV6 19406 34919 1.66% 0.323%
16 20.032 2878 2884 2892 rBVY 1684121 2097470 100.00% 19.392%
17 21.307 3095 3101 3102 rBvV5 38545 56482 2.69% 0.522%
18 21.707 3159 3169 3175 rBvV 356395 582777 27.78% 5.388%
19 21.842 3188 3192 3197 rBvV2 31243 39940 1.90% 0.369%
20 22.453 3291 3296 3302 rVB2 39657 66846 3.19% 0.618%
21 23.146 3409 3414 3421 rBV 48881 86801 4.14% 0.803%
22 23.957 3542 3552 3559 rBV3 46115 117295 5.59% 1.084%
23 24.915 3709 3715 3720 rBV3 28777 65906 3.14% 0.609%
24 24.991 3720 3728 3740 rVB2 200343 557364 26.57% 5.153%
25 26.049 3901 3908 3918 rVB6 23613 71772 3.42% 0.664%
Sum of corrected areas: 10816101
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG062219\
Data File : BG041402.D

Aca On : 22 Jun 2019 14:26

Operator : HP/JU

Sample . K3441-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Title :

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG041402.D
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Library Search Compound Report

82W—BGOGZI1U1920M 3PuetdJ LA 2@ 70:1W: 19 200910 120 130 140

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062219\
Data File : BG041402.D

Aca On 22 Jun 2019 14:26

Operator : HP/JU

Sample : K3441-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Title :

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 1 unknown7.58 Concentration Rank 1

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

7.58 103.00 ng 812758 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 14
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 13
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12

Abundance Scan 765 (7.582 min): BG041402.D (-757) (-) m/z 132.00 100.00%
132
5000 /\_
720 7.40 7.60 7.80 8.00
m/z 68.00 46.09%
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.00 33.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 ﬁllﬁﬂ,T,,T[&,TTTrrrrrrh
Abundance #14491: 5-Aminoindole 7.20 7.40 7.60 7.80 8.00
132 m/z 134.00 33.09%
5000
104 R L LS RN
51 66 7.20 7.40 7.60 7.80 8.00
a4z saSes [0l m0ogr | us e | M/Z 69.00  20.86Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14770: Cyclopropanamine, 1-phenyl-
132
104
5000 7.20 7.40 7.60 7.80 8.00
51 77
w 65 oL 115
AR ""I""I""I _ "H RS RS RS RASA ARSI R
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82710—860617‘1945)1 Tage 811.m10251@714.(3'1:50_ HD1900 220 240 260

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062219\
Data File : BG041402.D

Aca On 22 Jun 2019 14:26

Operator : HP/JU

Sample : K3441-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Title :

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 3 Tridecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.29 6.55 ng 134417 Phenanthrene-d10 17.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
5 Oxalic acid, cyclobutyl heptadec... 382 C23H4204 1000309-70-7 18
Abundance Scan 2587 (18.287 min): BG041402.D (-2582) (-) m/z 73.00 100.00%

43 60 78
5000
129 213

7 115 157 18.00 18.20 18.40 18.60
171485 m/z 43.00 90.46%

[ iOI 143 199 | 227 256
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
60 78
43

18 00 18. 20 18 40 18 60

5000 m/z 60.00 89.22%
29
129
‘ ‘ 171 214
01 185 |
B P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid 18.00 18.20 18.40 18.60
43 60 78 m/z 41.00 81.67%

5000 129
29
199

143 185 242 LA L L L L L
15 | ‘ 157171 18.00 18.20 18.40 18.60
Ll

RN m/z 57.10 76.34%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid
60 78
43
129

5000 18.00 18.20 18.40 18.60

29
‘h

15\‘ 0l
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82

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062219\
Data File : BG041402.D

Aca On 22 Jun 2019 14:26

Operator : HP/JU

Sample : K3441-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Title :

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 4 Hentriacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.45 2.29 ng 66846 Chrysene-di12 21.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 80
2 Heneicosane 296 C21H44 000629-94-7 80
3 6.6-Diethvlhoctadecane 310 C22H46 1000360-41-8 80
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 72
5 Docosane 310 C22H46 000629-97-0 64
Abundance Scan 3295 (22.447 min): BG041402.D (-3291) (-) m/z 57.00 100.00%
57
5000 WJL’_“
2220 22.40 2260 22.80
113 141 167 205 242 266 295 355 m/z 43 .05 62 .04%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
2220 22.40 2260 22.80
5000 g5 m/z 71.05 54 _.58%
L e 197225 253 281 309 337 365 437 AM”J\W
m/z--> 55 160 1%0 200 2%0 360 3%0 460 ! Sttt At
Abundance #141426: Heneicosane 22. 20 22. 40 22. 60 22. 80
S m/z 85.00 41.21%
85
5000
29 i \ ul 2220 22.40 2260 22.80
A 9107 225258 296 “m/z 55.00 26.75%
m/z--> 50 100 150 200 250 300 350 400
Abundance #153228: 6,6-Diethylhoctadecane
57
85
5000 2220 22.40 2260 22.80
141
281
113
LT | 01 20
T T T T U R R R
m0—860617190M Tige Jua0252m7 1%9011 3019 350 400
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82

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062219\
Data File : BG041402.D

Aca On 22 Jun 2019 14:26

Operator : HP/JU

Sample : K3441-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Title :

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 5 5-Ethyl-5-methylnonadecane Concentration Rank 5

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

23.15 2.98 ng 86801 Chrysene-di12 21.71

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Ethvl-5-methvlnonadecane 310 C22H46 1000360-42-7 86
2 2-methvloctacosane 408 C29H60 1000376-72-8 86
3 Eicosane 282 C20H42 000112-95-8 83
4 Eicosane. 2-methvl- 296 C21H44 001560-84-5 80
5 Hexadecane 226 C16H34 000544-76-3 74

Abundance Scan 3415 (23.152 min): BG041402.D (-3409) (-) m/z 57.00 100.00%
57
5000 ".—J\M
I EEERER R SRR e
22.80 23.00 23.20 23.40
0
147168 197 225 253 og; m/z 43.00 72.63%
——H
m/z--> 50 100 150 200 250 300 350 400
Abundance #153231: 5-Ethyl-5-methylnonadecane
57
B e S REE e
22.80 23.00 23.20 23.40
5000 85 m/z 71.00 69.64%
113
J , 155 183 211 253 2?1
IIIII‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400 et SN -t
Abundance #215181: 2-methyloctacosane 22. 80 23. 00 23 20 23.40
S m/z 85.00 48.64%
- I vmﬂj\’\/\w
113 22.80 23.00 2320 23.40
29‘ ‘ 141 169 : : : :
Sl AL LT R 19T 225 267 295 S9893 0 'm/z 55.10  32.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129493: Eicosane
5[7
85 B e S REE e
5000 22.80 23.00 23.20 23.40
282
29 113
141 169
D DU Wl o
ne-BGO61710. M TQﬁJe Jﬂ.ﬁf@ 25207 - 13912 31019 350 400
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062219\
Data File : BG041402.D

Aca On 22 Jun 2019 14:26

Operator : HP/JU

Sample : K3441-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Title :

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 6 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

23.96 4.21 ng 117295 Perylene-d12 25.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Nonadecane 268 C19H40 000629-92-5 89
3 Tetracosane 338 C24H50 000646-31-1 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Heptacosane 380 C27H56 000593-49-7 87

Abundance Scan 3552 (23.957 min): BG041402.D (-3542) (-) m/z 57.00 100.00%

g7
5000 MMLN

252 23.60 23.80 24.00 24.20
m/z 43.00 81.00%

113

141 168 195 225 327 357

m/z--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane

W
a0
~

23.60 23.80 24.00 24.20

5000 85 m/z 71.00 64.71%
29
L Lt 14 169 197 225 253 22
m/z--> 50 100 150 200 250 300 350 e e i
Abundance #117637: Nonadecane 23 60 23. 80 24 00 24.20
37 m/z 85.00 55.19%
85
5000
29 R e R R
” 13 49 268 23.60 23.80 24.00 24.20
AL 160 ae7 268 n/z 55.00  33.02%
m/z--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane
57
85 l|llll|llll|llll|llll|l
5000 23.60 23.80 24.00 24.20
29 113
L ‘ J | 7 41 160 197 225 253 338

m0—860617191M Tu@OJun EB 17 ZB 13 2@19 300 350

Page: 7



82

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062219\
Data File : BG041402.D

Aca On 22 Jun 2019 14:26

Operator : HP/JU

Sample : K3441-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Title :

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 7 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24 .92 2.36 ng 65906 Perylene-d12 25.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 70
2 Heneicosane 296 C21H44 000629-94-7 70
3 Hexadecane 226 C16H34 000544-76-3 64
4 Tetracosane. 1l1-decvl- 479 C34H70 055429-84-0 58
5 Octadecane 254 C18H38 000593-45-3 52
Abundance Scan 3716 (24.921 min): BG041402.D (-3709) (-) m/z 57.00 100.00%
g7
5000 85

24.60 24.80 25.00 25.20
m/z 43.00 61.52%

113 141 169 199208

m/z--> 50 100 150 200 250 300
Abundance #117638: Nonadecane
57
24.60 24.80 25.00 25.20
5000 85 m/z 85.10 41 .48%
29
LA P a0 07 gz
m/z--> 50 100 150 200 250 300 AR ot el
Abundance #141424:; Heneicosane 24.60 24.80 25.00 25.20
37 m/z 71.05 40.47%
5000 85
L I IR
113 24.60 24.80 25.00 25.20

29
141
\ L) MY 169 107 225 253 296 m/z 69.00 25.95%

m/z--> 50 100 150 200 250 300
Abundance #83023: Hexadecane
57
5000 a5 24.60 24.80 25.00 25.20

)

L M\113 141 169 197 226

me-BG061719 5 Tue1@Un 25517 130Q3 20&9 300
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG062219\
Data File : BG041402.D

Acq On 22 Jun 2019 14:26

Operator : HP/JU

Sample - K3441-02

Misc :

ALS Vial : 4 Sample Multiplier: 1
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]|
unknown7 .58 7.58 103.0 ng 812758 1 8.05 157822 20.0
Tridecanoic acid 18.29 6.5 ng 134417 4 17.44 410704 20.0
Hentriacontane 22 .45 2.3 ng 66846 5 21.71 582777 20.0
5-Ethyl-5-methyln... 23.15 3.0 ng 86801 5 21.71 582777 20.0
Eicosane 23.96 4.2 ng 117295 6 25.00 557364 20.0
Nonadecane 24 .92 2.4 ng 65906 6 25.00 557364 20.0
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