LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF083118\

Data File : BF108732.D

Aca On : 1 Sep 2018 11:28 Instrument :

Operator : JU/SJ ?:'l\:gﬁ't:Sam ol

3‘?”‘0'6 : J4729-18 082918-TIP(?—E-U-S
isc :

ALS Vial : 44 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-BF083018 .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 5.672 561 567 568 rBV 33995 60116 2.18% 0.398%
2 6.660 730 735 740 rBV 62353 139368 5.06% 0.922%
3 6.772 751 754 786 rBV 454341 1124291 40.79% 7.434%
4 7.007 790 794 815 rVB 145731 430463 15.62% 2.846%
5 7.154 815 819 855 rVB 1332541 2061305 74.78% 13.630%

7.566 886 889 911 rBV 517327 1338888 48.57% 8.853%
7.707 911 913 935 rVB5 43432 134595 4._.88% 0.890%
rBv 179710 503421 18.26% 3.329%
9.354 1189 1193 1225 rBV 1768837 2756460 100.00% 18.226%
9.742 1256 1259 1279 rVB 109335 167600 6.08% 1.108%
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11 10.036 1306 1309 1335 rBV2 359059 526874 19.11% 3.484%
12 10.695 1418 1421 1426 rBV 44013 42443 1.54% 0.281%
13 10.836 1441 1445 1457 rBV 497958 918902 33.34% 6.076%
14 11.542 1560 1565 1579 rBV 313690 621942 22.56% 4.112%
15 13.119 1829 1833 1855 rBV 2219948 2644018 95.92% 17.483%

16 13.989 1977 1981 1987 rBV 28154 28549 1.04% 0.189%
17 14.089 1989 1998 2012 rVV6 40592 181626 6.59% 1.201%
18 14.195 2012 2016 2025 rVV 474673 663040 24.05% 4 _.384%

19 14.260 2025 2027 2032 rVvVv 26311 32261 1.17% 0.213%
20 14.307 2032 2035 2040 rVB 39940 36979 1.34% 0.245%
21 14.613 2083 2087 2094 rBV 49132 53419 1.94% 0.353%
22 14.936 2139 2142 2150 rVB 49676 52301 1.90% 0.346%
23 15.295 2200 2203 2209 rVB 47961 55917 2.03% 0.370%
24 15.707 2268 2273 2276 rBV 41972 59299 2.15% 0.392%
25 15.754 2276 2281 2294 rVB 206094 401205 14.56% 2.653%
26 16.171 2347 2352 2358 rBV3 31799 50394 1.83% 0.333%
27 16.718 2439 2445 2451 rBV2 18370 37739 1.37% 0.250%
Sum of corrected areas: 15123415
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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:\SVOASRV\HPCHEM1I\BNA F\DATA\BF083118\

- BF108732.D

- 1 Sep 2018 11:28

- JU/SJ

- J4729-18

- 44 Sample Multiplier: 1

: Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF083018.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

082918-TIPC-E-U-S
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF083118\

Data File : BF108732.D

Aca On : 1 Sep 2018 11:28

Operator : JU/SJ

ﬁ?ggle i J4729-18 082918-TIPC-E-U-S
ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018_.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 unknown6.77 Concentration Rank 2

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

6.77 52.24 ng 1124290 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 754 (6.772 min): BF108732.D (-751) (-) m/z 132.00 100.00%
132.0
5000 68.1 ]L
40,0 9.1 J 540 650 GB0 700 720
01 O L m/z 68.10 44 .73%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0

5000 e T
6.40 6.60 6.80 7.00 7.20

33.0 105.0 m/z 134.00 32.01%

51.0 70.0 86.0
0ﬁﬁ7777l+rLAH4aﬁL+H+rerLﬁﬂTTTJ.,”..,....,..”
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole

132.0

6.40 6.60 6.80 7.00 7.20

5000 m/z 66.05 29.76%
104.0
66.0
NI T o1 N T—
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.40 6.60 6.80 7.00 7.20

m/z 69.10 17.88%

74.0
116.0
5000 98.0
o aseoaseo
0...,....,....,....,”..,...., B I

m/z--> 20 40 100 120 140 160 180 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF083118\

Data File : BF108732.D

Aca On : 1 Sep 2018 11:28

Operator : JU/SJ

ﬁ?ggle i J4729-18 082918-TIPC-E-U-S
ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018_.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 Cyclopentasiloxane, decamet... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

771 5309 134505  Naphthalene-d8 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 Cvclopentasiloxane. decamethvl- 370 CIOH3005Si5  000541-02-6 83

2 Pentasiloxane. 1.1.3.3.5.5.7.7.9... 356 C10H3204Si5 000995-83-5 38
3 Benzeneacetic acid. .alpha..4-bi... 326 C15H2604Si2 055334-40-2 38
4 3-Amino-2-phenazinol ditms 355 C18H25N30Si2 1000332-15-5 35
5 3-Hydroxymandelic acid, ethyl es... 340 C16H2804Si2 1000071-88-9 28

Abundance Scan 913 (7.707 min): BF108732.D (-911) (-) m/z 73.00 100.00%
73.0
267.0
5000 355.1
wo | w0 w0 | TR TR T ek
o bl 220 1 L Twm/z 267.00 79.07%
m/z--> 50 100 150 200 250 300 350
Abundance #196318: Cyclopentasiloxane, decamethy!-
355.0
73.0
267.0
5000 LI L L L L L L BN |
7.40 7.60 7.80 8.00
m/z 355.10 50.19%
o 45.0 | 103.0133.0162.0 193.02230 = | 2930 323.0,
—— 7
m/z--> 50 100 150 200 250 300 350
Abundance #187469: Pentasiloxane, 1,1,3,3,5,5,7,7,9,9-decamethyl-
73.0 267.0
R
7.40 7.60 7.80 8.00
5000 133.0 m/z 268.00 24.34%
341.0
45.0 ‘ 207.0
| — L }?%Pw Ay .17?9u,‘..Z?TQN.W:.l.3°%9 -
m/z--> 50 100 150 200 250 300 350
Abundance #165449: Benzeneacetic acid, .alpha.,4-bis[(trimethylsilyl... e  Emmma n
73.0 7.40 7.60 7.80 8.00
0
267.0 m/z 356.10 23.54%
5000
45.0
179.0
L) heso '°HOTTTemozsro | | aio
— 77— T e
m/z--> 50 100 150 200 250 300 350 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083118\
Data File : BF108732.D

Aca On : 1 Sep 2018 11:28

Operator : JU/SJ

Sample : J4729-18

Misc :

ALS Vial : 44 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF083018_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library :
TIC Integration Parameters:

C:\DATABASENNIST11.L
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 2- Chloropropionic acid, oc... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.09 5.48 ng 181626 Chrysene-di12 14.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2- Chloropropionic acid. octadec... 360 C21H41CIl102 088104-31-8 91
2 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 91
3 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 91
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 90
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 90
Abundance Scan 1998 (14.089 min): BF108732.D (-1989) (-) m/z 55.10 100.00%
58,1
83.1
5000 1112
| \ | 201 oo "JA150 1400 1420 1440
ol ! e | m/z 57.00 92.74%
m/z--> 50 100 150 200 250 300 350
Abundance #190678: 2- Chloropropionic acid, octadecy! ester
57.0
97.0
5000 LI B SR SR B
13.80 14.00 14.20 14.40
125.0 m/z 43.05 91.36%
290 154.0 250.0
ol A g 1820, 22807 2970 3600
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
97.0 "15150 14100 1420 1440
5000 m/z 69.05 73.86%
29.0 ‘ 125.0
oL d Al Al |} pes0 19602200 2600  gp00
m/z--> 50 100 150 200 250 300 350
Abundance #194133: Dichloroacetic acid, heptadecy! ester i B
57.0 13.80 14.00 14.20 14.40
97.0 m/z 83.10 73.15%
5000
29.0 125.0
o Lt oL, J Lk 154018202100238026602950
m/z--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF083118\

Data File : BF108732.D

Aca On : 1 Sep 2018 11:28

Operator : JU/SJ

ﬁ?ggle i J4729-18 082918-TIPC-E-U-S
ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018_.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 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.29 2.79 ng 55917 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Pentacosane 352 C25H52 000629-99-2 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Octadecane 254 C18H38 000593-45-3 86
Abundance Scan 2202 (15.289 min): BF108732.D (-2200) (-) m/z 57.05 100.00%
57.0
5000 851
| Ill3 2 147.1 193.0 I I:I.ISOIOI I:|.I52I0I I:|.I54I-0I I].ISG:OI -
ob— Ay m/z 43.00 60.65%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 85.0 L L BULLLE BRI UL

15.00 15.20 15.40 15.60
m/z 71.05 55.06%

29.0 1
oL ]f|| 14}01690197022502530 205.0323.0  367.0
— " e S B B
miz--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0 15.00 15.20 15.40 15.60
5000 ' m/z 85.10 38.80%
29.0 13.0
ol L [ 141-0169.0197.0025.0253.0  296.0
L e T
miz--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57.0 15.00 15.20 15.40 15.60
m/z 55.05 27 .65%
5000 85.0
1 1410
oL 29 | 1690 211.0239.0267.0295.0323,0352.0
i e e MMM
miz--> 50 150 200 250 300 350 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083118\
Data File : BF108732.D

Aca On : 1 Sep 2018 11:28

Operator : JU/SJ

Sample : J4729-18

Misc :

ALS Vial : 44 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF083018_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Tetracosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16.17 2.51 ng 50394 Perylene-di12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Methoxvacetic acid. 2-tetradecvl... 286 C17H3403 1000282-04-8 90
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 2352 (16.171 min): BF108732.D (-2347) (-) m/z 57.05 100.00%
5%.0
5000
99.1 D SURR BN B
| l | | 141.2  193.0 281.0 15.80 16.00 16.20 16.40
o b iy m/z 43.05 72.77%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
5000 SR U A SRR
15. 80 16. oo 16. 20 16.40
m/z 71.10 58.21%
99.0
0 27.|°| I . ;I 410 1830 225.0 267.0 338.0
m/z--> 55 100 1%0 200 250 360 3éo '
Abundance #141426: Heneicosane
57.0
15.80 16.00 16.20 16.40
5000 m/z 85.10 53.03%
99.0
Ozmﬂ‘djlmmjmonmzmw%o
m/z--> 55 100 1%0 260 2éo 360 3éo '
Abundance #209565: Octacosane
57.0 15.80 16.00 16.20 16.40
m/z 55.00 27 .35%
5000
99.0
oL 20 J ;\ | }410 1830 2250 2810  337.0  394.0
m/z--> 55 100 1%0 260 250 360 3éo ' 1580 1600 1620 1640 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF083118\

Data File : BF108732.D

Acq On : 1 Sep 2018 11:28

Operator : JU/SJ

3?22'6 i J4729-18 082918-TIPC-E-U-S
ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083018_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]
unknown6.77 6.77 52.2 ng 1124290 1 7.01 430463 20.0
Cyclopentasiloxan. .. 7.71 5.3 ng 134595 2 8.28 503421 20.0
2- Chloropropioni... 14.09 5.5 ng 181626 5 14.20 663040 20.0
Hexacosane 15.29 2.8 ng 55917 6 15.75 401205 20.0
Tetracosane 16.17 2.5 ng 50394 6 15.75 401205 20.0
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