LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090119\
Data File : BM022480.D

Aca On : 01 Sep 2019 16:58

Operator : HP/JU

Sample : K4619-15

Misc :

ALS Vial : 7 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 M\METHODS\8270-BM082919 .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 5.128 359 364 381 rBB 159551 253916 27.69% 6.138%
2 6.704 627 632 647 rBV 134117 263091 28.69% 6.360%
3 7.046 684 690 703 rBB 177493 295388 32.21% 7.141%
4 7.504 763 768 775 rBB 45992 69393 7.57% 1.678%
5 7.816 815 821 830 rBB 145132 230525 25.14% 5.573%
6 8.687 963 969 987 rBV 66625 151860 16.56% 3.671%
7 10.286 1235 1241 1255 rBV 34831 74297 8.10% 1.796%
8 12.775 1658 1664 1677 rBV 205441 353847 38.59% 8.554%
9 13.669 1812 1816 1823 rBB 8772 13716 1.50% 0.332%
10

14.174 1897 1902 1912 rBB 63838 106893 11.66% 2.584%

11 15.692 2155 2160 2176 rBB 203962 353707 38.57% 8.551%
12 16.945 2368 2373 2385 rBV2 75012 136929 14.93% 3.310%

13 17.833 2519 2524 2536 rBV2 43244 75106 8.19% 1.816%
14 19.127 2740 2744 2751 rBV5 35706 62305 6.79% 1.506%
15 19.386 2784 2788 2795 rBV3 5809 10424 1.14% 0.252%
16 19.586 2816 2822 2830 rBV 734806 916961 100.00% 22.167%
17 20.851 3033 3037 3048 rVB5 37339 65958 7.19% 1.594%
18 20.945 3051 3053 3059 rBvV 11455 15833 1.73% 0.383%
19 21.162 3085 3090 3099 rBvV 183344 281394 30.69% 6.802%
20 21.703 3179 3182 3185 rBV 17387 18990 2.07% 0.459%
21 22.150 3255 3258 3262 rVB3 26287 29698 3.24% 0.718%
22 22.633 3336 3340 3343 rVB3 30790 39832 4_.34% 0.963%
23 23.162 3427 3430 3438 rVB4 30379 46037 5.02% 1.113%

24 23.344 3455 3461 3471 rBV 139857 270579 29.51% 6.541%

Sum of corrected areas: 4136679
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRVA\HPCHEMI\BNA M\DATA\BMO090119\

BM022480.D

01 Sep 2019 16:58

HP/JU

K4619-15

7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
700000
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400000
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700000
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500000
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TIC: BM022480.D

15.69
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17.83
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Time-->
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Abundance
700000

600000

500000

400000

300000

200000

100000

0

TIC: BM022480.D

23.34

21.16

2915 22.63 23.1

21.70

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090119\
Data File : BM022480.D

Aca On : 01 Sep 2019 16:58

Operator : HP/JU

Sample : K4619-15

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_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 unknown7.05 Concentration Rank 1

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

7.05 85.13 ng 295388 1,4-Dichlorobenzene-d4 7.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
2 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 14
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H8N2 034760-58-2 10
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 10

Abundance Scan 691 (7.051 min): BM022480.D (-684) (-) m/z 132.00 100.00%
32
5000 68
40 5 96 PSRN SRS LA A
6 103 6.80 7.00 7.20 7.40
...,....,....,...!!'!.‘.‘.7i!!..??r!'.'.|,.]:-.,..5.‘?,..!.,.'!'..,....,....,"...,.. m/z 68.10 42.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14132: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl-
56 132
5000 R AR AR L

6.80 7.00 7.20 7.40
m/z 66.00 41.25%

27 64
15 L, 34 42. Ll |78 91 99 !
et e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14150: 3H-1,2-Dithiol-3-one, 5-methyl-
132
T  EARREEEE L
6.80 7.00 7.20 7.40
5000 67 m/z 134.00 33.82%
44 59 76 103
S N e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14505: 1H-Benzimidazole, 2-methyl- e B SN mmaay e
132 6.80 7.00 7.20 7.40
m/z 69.00 21.56%
5000
63 90
i 104
...,....,..2.‘7,...1‘,....,‘l...,..‘l.,...w,....l‘l...,.l‘..,..1.1.7,...., - AN A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090119\
Data File : BM022480.D

Aca On : 01 Sep 2019 16:58

Operator : HP/JU

Sample : K4619-15

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.83 10.97 ng 75106 Phenanthrene-d10 16.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
2 Pentadecanoic acid 242 C15H3002 001002-84-2 64
3 Tetradecanoic acid 228 C14H2802 000544-63-8 53
4 Tridecanoic acid 214 C13H2602 000638-53-9 52
5 Undecanoic acid 186 C11H2202 000112-37-8 52
Abundance Scan 2523 (17.827 min): BM022480.D (-2519) (-) m/z 73.00 100.00%
1 73 h
55
5000 129 )13
| | h F? 15 ‘ 157171185 256 17.60 17.80 18.00 18.20
S 1 i - SN 1t m/z 41.00 95.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 AR AR AR RS
17. 60 17. 80 18. 00 18 20
m/z 43.10 86.27%
llvjl 143157171185199213
m/z--> "55" 20" 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73
"' 17.60 1780 18.00 18.20
5000 129 m/z 55.00 83.22%
29
s | ]
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid e
60 73 ﬂmﬂmmmmm
43 m/z 60.00 74 .00%
5000 129
29
15 SN, N’ N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17. 60 17. 80 18. 00 18 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090119\
Data File : BM022480.D

Aca On : 01 Sep 2019 16:58

Operator : HP/JU

Sample : K4619-15

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.13 4.43 ng 62305 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 92
2 Tetradecanoic acid 228 C14H2802 000544-63-8 58
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 49
4 Pentadecanoic acid 242 C15H3002 001002-84-2 49
5 n-Decanoic acid 172 C10H2002 000334-48-5 43
Abundance Scan 2744 (19.127 min): BM022480.D (-2740) (-) m/z 43.10 100.00%
43 73
5000 129 a1
97 185 284
|‘ ||| || 111 171 | 199 227 | 255 | 18.80 19.00 19.20 19.40
e W e e M/Z 73.00 84.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 7B
5000 129 USRI SN AR
18.80 19.00 19.20 19.40
185 m/z 60.00 82.60%
1JJ 143,171 241 284
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid
78
43 RN U SN A

18.80 19.00 19.20 19.40
m/z 55.00 81.20%

5000
29
15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60 18.80 19.00 19.20 19.40

43

m/z 41.00 76 .80%

5000 129

213
143157171185199

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090119\
Data File : BM022480.D

Aca On : 01 Sep 2019 16:58

Operator : HP/JU

Sample : K4619-15

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_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 Behenic alcohol Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
20.85 4.69 ng 65958 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Behenic alcohol 326 C22H460 000661-19-8 90
2 n-Tetracosanol-1 354 C24H500 000506-51-4 90
3 n-Nonadecanol-1 284 C19H400 001454-84-8 87
4 1-Nonadecene 266 C19H38 018435-45-5 87
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 87

Abundance Scan 3037 (20.851 min): BM022480.D (-3033) (-) m/z 43.10 100.00%
43
5000
20.60 20.80 21.00 21.20
ey m/z 57.10 79.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
55
5000
20.60 20.80 21.00 21.20
29 m/z 55.00 76.97%
' 167 196 224 252 280 308
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #186968: n-Tetracosanol-1
57 83
20.60 20.80 21.00 21.20
5000 m/z 83.10 74 .80%
29
Ee 167 195 222 250 280 308 336
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #131391: n-Nonadecanol-1 e e
55 83 20.60 20.80 21.00 21.20
m/z 69.10 60.81%
5000
29
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090119\
Data File : BM022480.D

Aca On : 01 Sep 2019 16:58

Operator : HP/JU

Sample : K4619-15

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_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 11-Methylnonacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.15 2.11 ng 29698 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Methvlnonacosane 422 C30H62 007371-99-5 72
2 Eicosane 282 C20H42 000112-95-8 68
3 Hentriacontane 437 C31H64 000630-04-6 64
4 2-methvlhexacosane 380 C27H56 1000376-72-7 64
5 10-Methylnonadecane 282 C20H42 056862-62-5 59
Abundance Scan 3258 (22.150 min): BM022480.D (-3255) (-) m/z 57.10 100.00%
g7
5000
21.80 22.00 22.20 22.40
m/z 71.05 65.06%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219834: 11-Methylnonacosane
57 168
85
5000
280 21.80 22.00 22.20 22.40
m/z 43.10 61.92%
113 140 252
LT | 107220 3 308 337 365 407
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #129490: Eicosane
57
85 21.80 22,00 22.20 22,40
5000 m/z 85.05 45 _36%
113
2]9.‘ L |t 169 197 225 o5 282
m/z--> §o 100 1éo 260 250 300 350 400 '
Abundance #223852: Hentriacontane
57 21.80 22.00 22.20 22.40
m/z 41.00 26.67%
5000 85
113
J | |7, 141 169 197 225 253 281 309 337 365 437
m/z--> §o 100 1éo 200 250 300 350 400 ' 21.80 22.00 22.20 22.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090119\
Data File : BM022480.D

Aca On : 01 Sep 2019 16:58

Operator : HP/JU

Sample : K4619-15

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_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 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.63 2.94 ng 39832 Perylene-d12 23.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 92
2 Nonadecane 268 C19H40 000629-92-5 89
3 Heptacosane 380 C27H56 000593-49-7 68
4 Hentriacontane 437 C31H64 000630-04-6 68
5 Tetratetracontane 619 C44H90 007098-22-8 68
Abundance Scan 3340 (22.633 min): BM022480.D (-3336) (-) m/z 57.05 100.00%
57
5000 85
1Mm1%22 268 356 " 22140 22160 2280 23.00
"'.'..',....||'.'.|..|".‘..'.|....,'.... m/z 43.05 70.15%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 LN BRI UL BRI BUL

22. 40 22. 60 22. 80 23. OO
m/z 71.10 69.46%

113
PUL LT 209 107 225 555 282
el e
m/z--> 50 100 150 200 250 300 350
Abundance #117637: Nonadecane
57
8 22.40 22.60 22.80 23.00
5000 > m/z 85.00 47.66%
29
L L M8 141 169 107 268
— ettt et
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57 22.40 22.60 22.80 23.00
m/z 41.00 29.01%
5000 85
29 13 1
| 1| “ 169 197 225 253 281 309 337 380

m/z--> 50 100 150 200 250 300 350 22. 40 22. 60 22. 80 23. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090119\
Data File : BM022480.D

Aca On : 01 Sep 2019 16:58

Operator : HP/JU

Sample : K4619-15

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_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 Hentriacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.16 3.40 ng 46037 Perylene-di12 23.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 50
2 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 50
3 Octadecane. 9-ethvl-9-heptvl- 380 C27H56 055282-27-4 50
4 Heneicosane 296 C21H44 000629-94-7 49
5 Hexadecane 226 C16H34 000544-76-3 47
Abundance Scan 3430 (23.162 min): BM022480.D (-3427) (-) m/z 57.10 100.00%
57
22.80 23.00 23.20 23.40
AL m/z 43.00 71.62%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
5000 85 UV RS B
22. 80 23. oo 23. 20 23.40
113 m/z 71.10 60.92%
I |7y k48,169 197 225 253 281 309 337 365 437
m/z--> §o 160 1éo 260 250 360 350 460 !
Abundance #200449: Sulfurous acid, octadecyl 2-propy! ester
43
71 22.80 23.00 23.20 23.40
5000 o7 m/z 85.05 48 .37%
125
L L 155 183 204 293
m/z--> §0 160 1éo 260 250 360 3%0 460 !
Abundance #202670: Octadecane, 9-ethyl-9-heptyl-
43 22.80 23.00 23.20 23.40
7 m/z 55.05 28.64%
5000
99 253 5
‘ J I esaesen | J 309 1
m/z--> 5'0 1(')0 1&'30 2(')0 250 300 350 4(')0 ! 22. 80 23. 00 23. 20 23 40 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM090119\
Data File : BM022480.D

Acq On : 01 Sep 2019 16:58

Operator : HP/JU

Sample . K4619-15

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082919_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]
unknown7 .05 7.05 85.1 ng 295388 1 7.50 69393 20.0
n-Hexadecanoic acid 17.83 11.0 ng 75106 4 16.95 136929 20.0
Octadecanoic acid 19.13 4.4 ng 62305 5 21.16 281394 20.0
Behenic alcohol 20.85 4.7 ng 65958 5 21.16 281394 20.0
11-Methylnonacosane 22.15 2.1 ng 29698 5 21.16 281394 20.0
Eicosane 22.63 2.9 ng 39832 6 23.34 270579 20.0
Hentriacontane 23.16 3.4 ng 46037 6 23.34 270579 20.0
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