LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112818\
Data File : BF111049.D

Aca On : 28 Nov 2018 16:57

Operator : JU/SJ

Sample = J6083-05

Misc :

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 F\METHODS\8270-BF112618.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 2.228 20 24 35 rvB 65559 98166 7.62% 0.944%
2 5.186 524 527 547 rBV 15280 37107 2.88% 0.357%
3 5.557 587 590 619 rBV 740825 1008443 78.27% 9.693%
4 6.563 757 761 781 rBV 913243 1118945 86.85% 10.755%
5 6.704 781 785 795 rVB 1206181 1117747 86.75% 10.744%
6 6.933 821 824 835 rBV 333998 335016 26.00% 3.220%
7 7.086 847 850 872 rBV 881885 845021 65.59% 8.122%
8 7.498 917 920 942 rBV 448284 692221 53.73% 6.653%
9 8.216 1039 1042 1067 rBV 307428 453416 35.19% 4 .358%
10 9.286 1220 1224 1241 rBV 1348421 1288414 100.00% 12.384%
11 9.692 1290 1293 1303 rBVY 34715 39024 3.03% 0.375%

12 9.974 1337 1341 1356 rBV 483626 507642 39.40% 4_.879%
13 10.769 1473 1476 1489 rBvV 618000 715860 55.56% 6.881%
14 11.474 1592 1596 1609 rBV 380489 463092 35.94% 4.451%

15 11.974 1678 1681 1685 rBvV 12235 16852 1.31% 0.162%
16 13.051 1860 1864 1876 rBV 965311 851080 66.06% 8.180%
17 13.921 2009 2012 2020 rBv2 18428 29883 2.32% 0.287%
18 14.133 2044 2048 2059 rBvV 253460 297914 23.12% 2.863%
19 14.539 2114 2117 2122 rBV 18476 18537 1.44% 0.178%
20 14.856 2167 2171 2174 rBV 24140 23836 1.85% 0.229%
21 14.933 2181 2184 2188 rVB 20603 20036 1.56% 0.193%
22 15.204 2226 2230 2234 rBV 24694 25643 1.99% 0.246%
23 15.592 2292 2296 2304 rBV2 24090 33429 2.59% 0.321%
24 15.668 2304 2309 2328 rVB 170183 302862 23.51% 2.911%
25 16.045 2368 2373 2378 rBV2 23055 36251 2.81% 0.348%
26 16.562 2455 2461 2468 rBV4 14040 27441 2.13% 0.264%
Sum of corrected areas: 10403878
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112818\
Data File : BF111049.D

Aca On : 28 Nov 2018 16:57

Operator : JU/SJ

Sample = J6083-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF111049.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112818\
Data File : BF111049.D

Aca On : 28 Nov 2018 16:57

Operator : JU/SJ

Sample = J6083-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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.

2.23 5.86 ng 98166 1,4-Dichlorobenzene-d4 6.93
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 43
3 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 36
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 24 (2.228 min): BF111049.D (-20) (-) m/z 73.10 100.00%
741
5000 43.0
55.1 87.1
1] | 2.20 2.30 2.40 2.50 2.60
o X VSR Y m/z 43.00 41.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 A IR UL A RARAR AR
43.0 2.20 2.30 2.40 2.50 2.60
- 550 87.0 m/z 55.10 28.80%
29.0
o) SV AU Y S USRSt N FEN N —
I I I I T I [ I I | |
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
41.0 550 87.0 2.20 2.30 2.40 2.50 2.60
5000 ' m/z 87.10 26.23%
29.0
0..,??9,.”., “‘ e .”,..”,..”,.912...w.
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4398: Silane, ethyltrimethyl-
73.0 2.20 2.30 2.40 2.50 2.60
m/z 41.10 14 .46%
5000 59.0
87.0
43.0
0 29.0 | L ‘ ‘ 102.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112818\
Data File : BF111049.D

Aca On : 28 Nov 2018 16:57

Operator : JU/SJ

Sample = J6083-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 Oxirane, [(1-methylethoxy)m... Concentration Rank 5

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

5.19 2.22 ng 37107 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. I(l1-methvlethoxv)methvl1- 116 C6H1202 004016-14-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 7
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 5
4 Propvlamine 59 C3HSN 000107-10-8 4
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 4

Abundance Scan 528 (5.192 min): BF111049.D (-524) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.0
| | 480 500 520 5.40 5.60
| | S m/z 59.00 64.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8195: Oxirane, [(1-methylethoxy)methyl]-
43.0
0.0 59.0
5000 T
480 5.00 520 5.40 5.60
73.0 101.0 m/z 101.00 21.17%
N ||| 1 || | 86:'0
e S S S SULIULS SUS I IS IULILS SULILLS LI LI
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0
480 500 520 540 560
5000 m/z 58.00 19.78%
101.0
150 310 | %80 g0 g0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4—methy|— LI L L L L BB B
43.0 480 5.00 520 5.40 5.60
m/z 41.00 10.01%
5000
101.0
15.0
| 21. 560 T
0"'w*"w'NHV"'ﬁ"'w'{'w"'h"'VQQQw"'V"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112818\
Data File : BF111049.D

Aca On : 28 Nov 2018 16:57

Operator : JU/SJ

Sample = J6083-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 unknown6.70 Concentration Rank 1

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

6.70 66.73 ng 1117750 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 784 (6.698 min): BF111049.D (-781) (-) m/z 132.00 100.00%
13%.0
5000 68.1
40.0 540 9.0 640 6.60 6.80 7.00
01 e m/z 68.10 44 _48%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0
5000 98.0 116.0 RN A RS RN AR

6.40 6.60 6.80 7.00
m/z 134.00 31.93%

0 158.0 189.0
1 IIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
R e e AR
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 29.22%
41.0 97.0
‘ ‘ 117.0
obp el sl B0 b
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132.0 6.40 6.60 6.80 7.00
m/z 69.05 17.90%
117.0
5000
39.0 91.0
e
0,.h..”.ﬂﬂwﬂh.ﬂq.u:.mh.l\.w‘.“...,....w...
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112818\
Data File : BF111049.D

Aca On : 28 Nov 2018 16:57

Operator : JU/SJ

Sample = J6083-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 Oxalic acid, cyclobutyl pen... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.92 2.01 ng 29883 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. cvclobutvl pentadec... 354 C21H3804 1000309-70-5 64
2 Oxalic acid. cvclobutvl heptadec... 382 C23H4204 1000309-70-7 56
3 Oxalic acid. cvclobutvl tetradec... 340 C20H3604 1000309-70-9 56
4 Oxalic acid. cvclobutvl octadecv... 396 C24H4404 1000309-70-8 56
5 Tetradecane, 1-fluoro- 216 C14H29F 000593-33-9 53
Abundance Scan 2012 (13.921 min): BF111049.D (-2009) (-) m/z 57.10 100.00%
57.1
5000 85.0
1111 13.60 13.80 14.00 14.20
(NN A B m/z 43.05 69.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #186678: Oxalic acid, cyclobutyl pentadecyl ester
54.0
5000

13.60 13.80 14.00 14.20
m/z 55.00 50.23%

85.0
20 ‘ | W52 asz0 2100 2550
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #203491: Oxalic acid, cyclobutyl heptadecyl ester
55.0
13.60 13.80 14.00 14.20
5000 m/z 71.00 46.05%
83.0
29.0
111.0
bt A 000 20
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #176846: Oxalic acid, cyclobutyl tetradecy! ester
55.0 13.60 13.80 14.00 14.20
m/z 85.00 45_.20%
5000
29.0
ol I h\ I ‘1140 139.0 1960 2410
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112818\
Data File : BF111049.D

Aca On : 28 Nov 2018 16:57

Operator : JU/SJ

Sample = J6083-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 Heptacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.59 2.21 ng 33429 Perylene-di12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Hentriacontane 437 C31H64 000630-04-6 90
3 Heneicosane 296 C21H44 000629-94-7 86
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 86
5 10-Methylnonadecane 282 C20H42 056862-62-5 86
Abundance Scan 2296 (15.592 min): BF111049.D (-2292) (-) m/z 57.05 100.00%
57.0
5000
99.1 LRSI DU AR S I
| l 1329 209.0 281.0 15.20 15.40 15.60 15.80 16.00
ol I g gs2s | | m/z 71.10 78.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane
57.0
5000
15.20 15.40 15.60 15.80 16.00
m/z 43.05 62.25%
o159, ll | 1410 183.0 2250 267.0 309.0 3800
m/z--> 50 160 150 260 250 300 350 400 '
Abundance #223852: Hentriacontane
57.0
15.20 15.40 15.60 15.80 16.00
5000 m/z 85.10 50.81%
99.0
0 J | || 1410 183.0 2250 2670 309.0 351.0 437.0
m/z--> 50 160 150 260 250 300 350 400 '
Abundance #141426: Heneicosane
57.0 15.20 15.40 15.60 15.80 16.00
m/z 55.00 24 .09%
5000
99.0
0l15.0] ] ‘]\J 141.0 1830 2250 296.0
m/z--> 50 100 150 200 250 300 350 400 ' 15,20 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112818\
Data File : BF111049.D

Aca On : 28 Nov 2018 16:57

Operator : JU/SJ

Sample = J6083-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 2-methyltetracosane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.04 2.39 ng 36251 Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methviltetracosane 352 C25H52 1000376-72-6 91
2 Heneicosane. 11-(1l-ethvlpropvl)- 366 C26H54 055282-11-6 86
3 Hexacosane 366 C26H54 000630-01-3 86
4 Heptacosane 380 C27H56 000593-49-7 86
5 Hentriacontane 437 C31H64 000630-04-6 86

Abundance Scan 2372 (16.039 min): BF111049.D (-2368) (-) m/z 57.05 100.00%
57.0
85.1
5000
| |“f-1 | 207.0 " 15.80 16.00 16.20 16.40
o ey 4 m/z 71.10 75.70%
m/z--> 50 100 150 200 250 300 350
Abundance #185534: 2-methyltetracosane
57.0
5000 85.0
15.80 16.00 16.20 16.40
m/z 43.05 58.48%
29.0 113.0141 9
0 | %Y169.0197.0225.0253.0 309.0337.0
m/z--> 50 160 150 200 2éo 360 3éo
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43.0
71.0 " 15.80 16.00 16.20 16.40
5000 m/z 85.10 57.73%
99.0
oLl &’ | _[2/:0155.01830 22502530 2950 337.0
m/z--> 55 160 150 260 250 360 3éo
Abundance #194493: Hexacosane
57.0 15.80 16.00 16.20 16.40
m/z 55.00 26.62%
5000 85.0
. 290 i || | [M30141.0160.0197.0225.0253.0 295.0323.0 367.0
m/z--> 55 160 150 200 250 360 3éo 15%0 1&00 1650 1&40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF112818\
Data File : BF111049.D

Acq On : 28 Nov 2018 16:57

Operator : JU/SJ

Sample - J6083-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF112618_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... 2.23 5.9 ng 98166 1 6.93 335016 20.0
Oxirane, [(1-meth... 5.19 2.2 ng 37107 1 6.93 335016 20.0
unknown6.70 6.70 66.7 ng 1117750 1 6.93 335016 20.0
Oxalic acid, cycl... 13.92 2.0 ng 29883 5 14.13 297914 20.0
Heptacosane 15.59 2.2 ng 33429 6 15.67 302862 20.0
2-methyltetracosane 16.04 2.4 ng 36251 6 15.67 302862 20.0
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