LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111119\

Data File : BP001027.D

Aca On : 11 Nov 2019 20:40 Instrument :
Operator : JU BNA_P

Sample - K5778-03 ClientSampleld :
Misc : TP-33-S

ALS Vial : 10 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 P\METHODS\8270-BP110619.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 2.317 33 39 52 rvB 591539 876009 11.91% 1.549%
2 5.734 615 620 636 rBV 474171 728986 9.91% 1.289%
3 6.305 711 717 722 rBVY 3320740 4247783 57.76% 7.511%
4 7.816 967 974 987 rBVY 3504593 4797497 65.23% 8.483%
5 8.010 1001 1007 1014 rBVY 3828904 4825501 65.61% 8.532%
6 8.375 1063 1069 1074 rBV 1243071 1439653 19.58% 2.545%
7 8.616 1104 1110 1114 rBV 3208403 3938318 53.55% 6.963%
8 9.246 1210 1217 1221 rBV 2342759 2900906 39.44% 5.129%
9 10.399 1408 1413 1418 rBV 1640286 1837938 24.99% 3.250%
10 12.175 1709 1715 1720 rBVY 5151302 6275493 85.33% 11.096%

11 12.845 1824 1829 1836 rVB 309781 366198 4.98% 0.647%
12 13.257 1894 1899 1905 rBV 1875125 2306606 31.36% 4.078%
13 14.551 2112 2119 2139 rBV 3732687 4555215 61.94% 8.054%
14 15.651 2301 2306 2311 rBV 2137226 2477662 33.69% 4_.381%
15 15.792 2326 2330 2337 rVB2 99253 116984 1.59% 0.207%

16 16.534 2452 2456 2470 rBvV2 255353 394848 5.37% 0.698%
17 17.622 2638 2641 2645 rBV 62535 74454 1.01% 0.132%
18 17.933 2689 2694 2698 rBV 6720584 7354412 100.00% 13.004%
19 19.157 2898 2902 2913 rVB2 560632 680572 9.25% 1.203%
20 19.292 2919 2925 2929 rBV 2236121 2639022 35.88% 4_.666%

21 19.322 2929 2930 2935 rVB2 81215 75903 1.03% 0.134%
22 19.974 3038 3041 3046 rVB 86313 96391 1.31% 0.170%
23 20.433 3115 3119 3125 rVB 469140 520391 7.08% 0.920%
24 20.574 3140 3143 3147 rBV 83214 121182 1.65% 0.214%
25 20.751 3170 3173 3180 rVB 75544 108885 1.48% 0.193%

26 20.992 3211 3214 3219 rVB 82164 111287 1.51% 0.197%
27 21.074 3222 3228 3237 rVB 1899296 2615225 35.56% 4.624%
28 21.198 3246 3249 3254 rVB2 50059 73627 1.00% 0.130%

Sum of corrected areas: 56556948
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111119\
Data File : BP001027.D

Aca On > 11 Nov 2019 20:40

Operator :© JU

Sample : K5778-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP001027.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111119\
Data File : BP001027.D

Aca On > 11 Nov 2019 20:40

Operator :© JU

Sample : K5778-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.32 12.17 ng 876009 1,4-Dichlorobenzene-d4 8.38
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 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Acetamide. N-ethvl- 87 C4HONO 000625-50-3 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 40 (2.322 min): BP001027.D (-33) (-) m/z 73.00 100.00%
3
5000
43
L
220 240  2.60
bl ‘ L7 155 193 234 271 810 362 403431464492 533 m/z 86.95 29.39%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 LI N L
43 220 240  2.60
‘ m/z 43.05  29.33%
o L01
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
3
AU S
220 240  2.60
5000 41 m/z 55.10 23.64%
0 112
m/z--> 50 100 150 200 250 300 350 400 450 500 550 \»\
Abundance #4436: Pentane, 3-methoxy- L
73 220 240 260
m/z 71.05 10.56%
5000 /\
45
O.AL”.?O?”. S — Y A N ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 220 240  2.60 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111119\
Data File : BP001027.D

Aca On > 11 Nov 2019 20:40

Operator :© JU

Sample : K5778-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.73 10.13 ng 728986 1,4-Dichlorobenzene-d4 8.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 17
3 Acetone 58 C3H60 000067-64-1 10
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 619 (5.728 min): BP001027.D (-615) (-) m/z 43.00 100.00%
43
5000
101 ISR & G
540 5.60 5.80 6.00
ol b 198207 250279 322350 386416449 501533 m/z 59.00 62.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 TTTrTTTTT T T T T T T T T T T

5.40 5.60 5.80 6.00

m/z 101.00 26.87%
15 101
0 ,lﬂa,...,”..,”.. R e e N B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4324 3-Hydroxy-3-methyl-2-butanone
59
R I REREEEEEEE Ry
5.40 5.60 5.80 6.00
5000 m/z 57.95 17.39%
2#3 87
(O B o L o e o e L R R S RAEEEEEmn
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #214: Acetone T AEEEEEA EEE R R
43 5.40 5.60 5.80 6.00
m/z 41.00 9.09%
5000
15
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111119\
Data File : BP001027.D

Aca On > 11 Nov 2019 20:40

Operator :© JU

Sample : K5778-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 3 unknown8.01 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.01 67.04 ng 4825500 1,4-Dichlorobenzene-d4 8.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 10
5 N-(-3,4-Methylenedioxyphenylisop... 267 C17H17NO2 1000378-96-6 10
Abundance Scan 1007 (8.010 min): BP001027.D (-1001) (-) m/z 131.95 100.00%
132
5000 68
96 RERENRERE SRS LRSS R
40 7.60 7.80 8.00 8.20 8.40
o..ﬂ.',ﬂ..l..l,l.. -118207234261288 318346 376404432459 499 536 m/z 67.95 39.56%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR RARANRARAS LR

760 7.80 800 8.20 8.40
m/z 133.95 32.70%

31
T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
T e
7.60 7.80 8.00 8.20 8.40
5000 m/z 66.00 28.02%
105
O.LMEH.U”..“..W..” .
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #52379: Tranylcypromine-propionyl e P e
57 132 7.60 7.80 8.00 8.20 8.40
m/z 69.05 17.78%
5000 98
ol bl il L g 160180 S U N —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111119\
Data File : BP001027.D

Aca On > 11 Nov 2019 20:40

Operator :© JU

Sample : K5778-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 5 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.53 3.19 ng 394848 Phenanthrene-d10 15.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Octadecanoic acid 284 C18H3602 000057-11-4 90
4 Ethanol. 2-(octadecvloxv)- 314 C20H4202 002136-72-3 30
5 Oxalic acid, dodecyl propyl ester 300 C17H3204 1000309-26-5 25
Abundance Scan 2455 (16.528 min): BP001027.D (-2452) (-) m/z 72.95 100.00%

5000

SN

w
~
48]

213
256 16.20 16.40 16.60 16.80

o 290 332 369397 432463 504 537 m/z 60.00 74 _A7%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107548: n-Hexadecanoic acid
43 73

5000 256 P P e
16.20 16.40 16.60 16.80

m/z 43.05 67.07%

213

157185

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95851: Pentadecanoic acid

-

16.20 16.40 16.60 16.80

5000 129 m/z 55.05 63.28%
199
7 242
0 15
e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131261: Octadecanoic acid R B B RE R e
438,73 16.20 16.40 16.60 16.80
m/z 41.05 56.43%
5000 129
241 284
Ol TTT T _'_'—I_'_'_'_'—r'_'_'_'—l_'_'_'_'—r'_'_'_'—r
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111119\
Data File : BP001027.D

Aca On > 11 Nov 2019 20:40

Operator :© JU

Sample : K5778-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 6 5-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

19.16 5.16 ng 680572 Chrysene-di12 19.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 99
2 Cvclotetracosane 336 C24H48 000297-03-0 97
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 n-Nonadecanol-1 284 C19H400 001454-84-8 94
5 n-Tetracosanol-1 354 C24H500 000506-51-4 94
Abundance Scan 2903 (19.163 min): BP001027.D (-2898) (-) m/z 83.10 100.00%

55 83 r
5000

18.80 19.00 19.20 19.40

o 182210 251280 325356 397 445 483515 546 m/z 69 .05 87 . 50%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #127769: 5-Eicosene, (E)-
56
83
5000 LA L L N L L
18.80 19.00 19.20 19.40
111 m/z 97.10 85.41%
2
o l ﬂ39167196223252280
I o e e N I o o e R o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #174180: Cyclotetracosane
55 83
18.80 19.00 19.20 19.40
5000 n11 336 m/z 55.00 83.58%
o l Fl 167}95222251279308
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155046: 1-Heneicosanol R BRRas=E e
55 83 18.80 19.00 19.20 19.40
m/z 57.10 81.44%
5000 11
27 ‘ 39167196 23826629
Oy 238 4

m/z--> 0 50

100 150 200 250 300 350 400 450 500 550

18 80 19. OO 19. 20 19. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111119\
Data File : BP001027.D

Aca On > 11 Nov 2019 20:40

Operator :© JU

Sample : K5778-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 7 Squalene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.43 3.98 ng 520391 Perylene-di12 21.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 99
2 Supraene 410 C30H50 007683-64-9 96
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 72
4 Cvclopropanecarboxvlic acid. 4-i... 204 C13H1602 1000331-01-9 53
5 4-Methyl-1,5-Heptadiene 110 C8H14 000998-94-7 50
Abundance Scan 3118 (20.427 min): BP001027.D (-3115) (-) m/z 69.10 100.00%
5000
P e
20.20 20.40 20.60 20.80
ol 177204231258 299 341 372403430 460489518546 m/z 81.05 52 _00%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215927: Squalene
69
5000 R R B BSRAA R
a1 20,20 20.40 20.60 20.80
m/z 41.05 20.23%
| 121, 49
o ] 101 231 273300 341368 410
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215928: Supraene
69
' 20.20 20.40 20.60 20.80
5000 m/z 95.10 14 .51%
41
137
0 ) 09 | 164191 231 273300 341368 410
m/z--> 50 160 150 200 250 300 350 400 450 500 550
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol R ma e AR
69 20.20 20.40 20.60 20.80
m/z 68.10 12.37%
5000
41
||||||||||||||||||||||||||||||||||||||||||| —v—v—v—v-|—v—v—v—v—|—v—v—v—v-|—v—v—v—v—|—v—v—r
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.20 20.40 20.60 20.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP111119\
Data File : BP001027.D

Acq On > 11 Nov 2019 20:40

Operator : JU

Sample : K5778-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110619.M
Quant Title : 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... 2.32 12.2 ng 876009 1 8.38 1439650 20.0
2-Pentanone, 4-hy... 5.73 10.1 ng 728986 1 8.38 1439650 20.0
unknown8.01 8.01 67.0 ng 4825500 1 8.38 1439650 20.0
n-Hexadecanoic acid 16.53 3.2 ng 394848 4 15.65 2477660 20.0
5-Eicosene, (E)- 19.16 5.2 ng 680572 5 19.29 2639020 20.0
Squalene 20.43 4.0 ng 520391 6 21.07 2615230 20.0
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