LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM031219\

Data File : BM019120.D

Aca On : 12 Mar 2019 20:08 Instrument :

Operator : JU/SJ EFAﬁg el
- _ lentosampleld :

3?2?:'6 - fi8az-11 PR-MW-04 030819

ALS Vial : 15 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-BM031119.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 5.263 363 370 388 rBVY 2212472 3399318 15.19% 3.687%
2 6.839 632 638 649 rBY 1458255 2314327 10.34% 2.510%
3 7.198 691 699 716 rBVY 4534729 7079495 31.63% 7.678%
4 7.663 770 778 789 rBV 915132 1434552 6.41% 1.556%
5 7.981 823 832 846 rBY 3658370 5889418 26.31% 6.387%

8.833 969 977 996 rBV 3175693 5360083 23.95% 5.813%
10.451 1244 1252 1273 rBV 1137516 2037057 9.10% 2.209%
12.933 1666 1674 1697 rBV 9231067 13667313 61.07% 14.823%
14.315 1902 1909 1927 rBV2 1943620 3035785 13.56% 3.292%
15.815 2157 2164 2183 rBV 8096436 11794434 52.70% 12.792%

=
QO ~NO®

11 17.068 2371 2377 2394 rBV 2512912 3743369 16.73% 4._.060%
12 17.956 2524 2528 2539 rBV 138610 246934 1.10% 0.268%
13 19.709 2820 2826 2840 rBV 17519556 22381450 100.00% 24.274%
14 21.268 3086 3091 3106 rBV 3343541 4256714 19.02% 4.617%
15 21.833 3184 3187 3194 rBV 185054 226063 1.01% 0.245%

16 22.291 3262 3265 3273 rVB 285494 358987 1.60% 0.389%
17 22.421 3283 3287 3295 rVB 364937 499471 2.23% 0.542%
18 22.797 3347 3351 3359 rVB 293293 419959 1.88% 0.455%
19 23.356 3443 3446 3454 rVB 251066 392557 1.75% 0.426%
20 23.509 3465 3472 3486 rVB 1925363 3666155 16.38% 3.976%

Sum of corrected areas: 92203441
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM031219\

Data File : BM019120.D

Aca On : 12 Mar 2019 20:08

Operator : JU/SJ

ﬁ?ggle i K1842-11 PR-MW-04 030819
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM031119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM019120.D
1.5e+07
1le+07
5000000 7.20
7.98 8.83
5.26
6.84 766 10.45
O e L B L B e o L o o o o B e B L e e o L B o o
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM019120.D
19.71
1.5e+07
1e+07 12.93
15.82
5000000
14.32 1707
o L 17.96
T T T T T T R T T T T T T T T T T T T e T e T T T T e e T
Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM019120.D
1.5e+07
1le+07
5000000
21.27
23.51
21.83 2222042 22.80 23.%
0 AN A A
L L I o e e L I B T T A o B L B e L
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 24.50 25.00 25.50 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\HPCHEM1\BNA M\DATA\BM031219\

Data File : BM019120.D

Aca On : 12 Mar 2019 20:08

Operator : JU/SJ

ﬁ?ggle i K1842-11 PR-MW-04 030819
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.20 Concentration Rank 1

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

7.20 98.70 ng 7079500 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 699 (7.198 min): BM019120.D (-691) (-) m/z 132.00 100.00%
132
5000 68
6.80 7.00 7.20 7.40 7.60
29k | m/z 68.10 49.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48639: Tranylcypromine-propionyl
57 132
74
5000 98 116 AN UL L UL I
6.80 7.00 7.20 7.40 7.60
m/z 134.00 32.90%
158 189
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
6.80 7.00 7.20 7.40 7.60
5000 m/z 66.00 31.58%
33 44 o 105
'|""'|"“'i9"t' P""‘IJ'%%% A Y S DL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13917: Benzene, 1,2,4-trifluoro- EEEEsmmEs R
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 20.46%
5000 63 g
31 101112
'|'J”W'?SNN”'”lhp}ﬂ'“h'l'““ | N SN S S R LR L IR
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM031219\

Data File : BM019120.D

Aca On : 12 Mar 2019 20:08

Operator : JU/SJ

ﬁ?ggle i K1842-11 PR-MW-04 030819
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Squalene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

22.42 2.72 ng 499471 Perylene-di12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 90
2 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 87
3 1.5.9-Undecatriene., 2.6.10-trime... 192 Cl4H24 062951-96-6 80
4 2.6.10.14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 72
5 2,3,5-Trimethyl-2,3,5-hexanetric... 203 C12H17N3 003974-79-6 64

Abundance Scan 3287 (22.421 min): BM019120.D (-3283) (-) m/z 69.10 100.00%

9

5000

L

41
22.20 22.40 22.60 22.80

163 191 221 254281

329355 387 430 490

0 m/z 81.05 44 _42%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #158504: Squalene
69
5000 41 LN L L L L L L L

22. 20 22. 40 22 60 22. 80
m/z 41.10 16.79%

95 137
Lbdhd gy 163191217 273299 341367 410
L e I e e AR R
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #158520: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
69

22.20 22.40 22 60 22.80

5000 m/z 68.05 12 .39%
41
95 137
b by, ] 163191217244 273299 341367 410
e e aa W
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #50585: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)-
69 22.20 22.40 22.60 22.80
a m/z 95.10 10.86%
5000
95 123149
N NN
m/z--> 50 100 150 200 250 300 350 400 450 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM031219\

Data File : BM019120.D

Aca On : 12 Mar 2019 20:08

Operator : JU/SJ

ﬁ?ggle i K1842-11 PR-MW-04 030819
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Heneicosane, 11-(1-ethylpro... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

22.80 2.29 ng 419959 Perylene-d12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. 1ll1-(l-ethvilpropvl)- 366 C26H54 055282-11-6 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Pentadecane 212 C15H32 000629-62-9 83
4 Octadecane 254 C18H38 000593-45-3 83
5 Tetratetracontane 619 C44H90 007098-22-8 81

Abundance Scan 3351 (22.797 min): BM019120.D (-3347) (-) m/z 57.10 100.00%

57
85
5000

113
141 169 197 266 22. 40 22. 60 22. 80 23. 00 23 20
A LR R0 225 206 309 396387 430 477 ‘m/z 71.10  86.22%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)-
43
71
5000 | NI LIS L L L L B L

22.40 22.60 22.80 23.00 23.20
m/z 85.05 64 .13%

9 127
| 7195183 225253 295 337
L T o A o o LA LB B e o o o B |
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #142113: Heptadecane, 9-octyl-

57

2240 2260 22.80 23.00 23.20
5000 85 m/z 43.05 54 _30%

113
‘ [ 141169 197 239 267294 323 352

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #64573: Pentadecane T T T
7 22.40 22.60 22.80 23.00 23.20
m/z 55.05 23.05%
5000 85
29

| 113141168 212

m/z--> 50 100 150 200 250 300 350 400 450 22. 40 22. 60 22. 80 23. 00 23 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM031219\

Data File : BM019120.D

Aca On : 12 Mar 2019 20:08

Operator : JU/SJ

ﬁ?ggle i K1842-11 PR-MW-04 030819
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.36 2.14 ng 392557 Perylene-d12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 90
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 89
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 87
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 3447 (23.362 min): BM019120.D (-3443) (-) m/z 57.10 100.00%
57
85
5000
113 23.00 23.20 23.40 2360
141 169 207 281
e A LT P T 239 AU 824 SBTAI6 476 hyz 71.10 0 90.49%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane
57
85
5000 RUEAURUARSURE
23. 00 23 20 23. 40 23.60
m/z 85.10 62.41%
29 113
| ] | 141169197 225253 296
miz--> 0 55 160 1%0 260 2%0 360 3éo 460 4éo '
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)-
43
71 23.00 23.20 23.40 23.60
5000 m/z 43.10 53.45Y%
99
‘ J | 127155183 225253 295 337
miz--> 0 55 160 1%0 260 2%0 360 3éo 460 4éo '
Abundance #115581: Heptadecane, 2,6,10,15-tetramethy!- T T T T
57 Bmmmmmmm
m/z 55.10 23.07%
’ ldlfﬁlél 183 211 239 267 296
miz--> 0 5'0 1(')0 1&'10 2(')0 250 3(')0 35'30 4(')0 4&'30 ' 23. 00 23 20 23. 40 23 60 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM031219\

Data File : BM019120.D

Acg On : 12 Mar 2019 20:08

Operator : JU/SJ

ﬁ?ggle i K1842-11 PR-MW-04_030819
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM031119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown? .20 7.20 98.7 ng 7079500 1 7.66 1434550 20.0
Squalene 22.42 2.7 ng 499471 6 23.51 3666160 20.0
Heneicosane, 11-(... 22.80 2.3 ng 419959 6 23.51 3666160 20.0
Heneicosane 23.36 2.1 ng 392557 6 23.51 3666160 20.0
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