LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\

Data File : BF099948.D

Aca On - 29 Oct 2017 7:27 Instrument :
Operator : SJ/JU ?:'l\:gﬁ't:Sam ol
a?ggle i 16100-03 10Zﬂ%ﬂDg$4bB
ALS Vial : 38 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:\HPCHEM1I\BNA F\METHODS\8270-BF102317.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 4.999 493 495 508 rBV 79955 118924 4.21% 0.714%
2 5.410 562 565 597 rBV 628685 821000 29.06% 4.927%
3 6.428 736 738 755 rBV 406280 552093 19.54% 3.313%
4 6.557 757 760 767 rVB 1604455 1471708 52.10% 8.832%
5 6.787 796 799 808 rBV 653395 591010 20.92% 3.547%
6 6.940 821 825 846 rBB 2124810 2071634 73.34% 12.433%
7 7.357 892 896 899 rBVY 1526259 1461676 51.74% 8.772%
8 8.069 1013 1017 1035 rBV 841471 786965 27.86% 4.723%
9 8.628 1109 1112 1123 rBB 80955 76829 2.72% 0.461%
10 9.145 1195 1200 1203 rBvV 2843187 2824820 100.00% 16.953%
11 9.539 1264 1267 1276 rBV 107717 87829 3.11% 0.527%
12 9.822 1309 1315 1327 rVB 905003 806697 28.56% 4.841%
13 10.492 1425 1429 1433 rBvV 94461 74588 2.64% 0.448%

14 10.533 1433 1436 1443 rVB 336948 260430 9.22% 1.563%
15 10.616 1446 1450 1462 rBV 802634 747533 26.46% 4._.486%

16 11.310 1565 1568 1576 rBV 610804 593383 21.01% 3.561%
17 12.698 1801 1804 1808 rBV 213315 177862 6.30% 1.067%
18 12.775 1815 1817 1820 rVB 39992 32969 1.17% 0.198%
19 12.898 1833 1838 1841 rBV 1901022 1822109 64.50% 10.935%
20 13.404 1921 1924 1927 rBV 153566 117986 4.18% 0.708%

21 13.774 1984 1987 1997 rBV 52042 57775 2.05% 0.347%
22 13.963 2015 2019 2026 rBV 561333 523499 18.53% 3.142%
23 15.421 2263 2267 2278 rVB 361439 491010 17.38% 2.947%

24 16.286 2409 2414 2422 rBV2 18221 31059 1.10% 0.186%

25 16.845 2503 2509 2517 rBV5 14104 29072 1.03% 0.174%

26 17.521 2616 2624 2632 rVB7 13030 32015 1.13% 0.192%
Sum of corrected areas: 16662475
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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:\HPCHEMI\BNA F\DATA\BF102817\

BF099948.D

29 Oct 2017 7:27

SJ/Ju

16100-03

38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\
Data File : BF099948.D

Aca On : 29 Oct 2017 7:27

Operator : SJ/JU

Sample : 16100-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.00 4.02 ng 118924 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 1.2-Butanediol 90 C4H1002 000584-03-2 25
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 495 (4.999 min): BF099948.D (-493) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 S i
| 83.0 4.60 4.80 500 5.20 5.40
ot e m/z 59.10 60.90%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R R L UL I
59.0 460 480 500 520 540
0
150 a0 1010 m/z 101.00 24 .51%
0"'l“t'|“'”H“"N“"|“"|“"|“"Fiq'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 460 480 500 520 5.40
5000 m/z 58.00 17.37%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #2294 1,2-Butanediol S I LI N L B
31.0 59.0 4.60 4.80 500 5.20 5.40
m/z 41.00 8.55%
5000
41.0
0 1?0 ‘M “ 50.0 w 71.0 89.0
R A RN AAARNARES RARES RES SRS SRR SRR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\
Data File : BF099948.D

Aca On : 29 Oct 2017 7:27

Operator : SJ/JU

Sample : 16100-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 2 unknown6.56 Concentration Rank 2

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

6.56 49.80 ng 1471710 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
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 760 (6.557 min): BF099948.D (-757) (-) m/z 132.00 100.00%
132.0
5000
68.1
01 540 %0 o5 o 68 ofp
o} : R B m/z 68.10 34 .37%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRR U SN
6.20 6.40 6.60 6.80
310 5L0 m/z 134.00 32.42%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 660 680
5000 67.0 m/z 66.00 20.99%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! s o R N
57.0 132.0 6.20 6.40 6.60 6.80
m/z 96.00 13.77%
74.0
5000 9go 1160
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SN A G
m/z--> 40 60 80 100 120 140 160 180 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\
Data File : BF099948.D

Aca On : 29 Oct 2017 7:27

Operator : SJ/JU

Sample : 16100-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.53 6.46 ng 260430 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Methvl benzilate 242 C15H1403 000076-89-1 47
3 3-Deoxv-L-ribose-2.5-dibenzoate 342 C19H1806 1000194-12-7 43
4 Vinvl benzoate 148 C9H802 000769-78-8 43
5 Ethanone, 2,2,2-trifluoro-1-phenyl- 174 C8H5F30 000434-45-7 43
Abundance Scan 1435 (10.528 min): BF099948.D (-1433) (-) m/z 105.00 100.00%
105.0
77.0
5000 1821
51.0 BRI BN SRR SRR
152.0 10.20 10.40 10.60 10.80
O-rrprorper e e e e de e e e e m/z 77.00 62.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #47246: Benzophenone
105.0
77.0 182.0
5000 SRR SRR R AR
10,20 10.40 10.60 10.80
51.0 m/z 182.10 38.03%
0 1 I 15\2 0
miz-> 2 4 80 85 100 130 140 150 180 200 220 240 250 280 300 30
Abundance
105.0
183.0 USSR BN SRR SRR
10.20 10.40 10.60 10.80
5000 77.0 m/z 51.00 20.92%
S50 51.0 152.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #178188: 3-Deoxy-L-ribose-2,5-dibenzoate R e R
105.0 10.20 10.40 10.60 10.80
m/z 106.00 7.31%
5000 77.0
51.0
P ol 136 0 165 0 2070 269.0296.0 325.0
m/z--> 20 4'0 6|0 8|O 100 120 140 160 180 2(')0 220 240 260 280 300 320 10,20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\
Data File : BF099948.D

Aca On : 29 Oct 2017 7:27

Operator : SJ/JU

Sample : 16100-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Hexadecanoic acid, butyl ester Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.70 6.80 ng 177862 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 96
2 2.4-Dipropvl-5-ethvl-1.3-dioxane 200 C12H2402 006413-83-8 43
3 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 41
4 Cvclohexane. (1.1-dimethvlethvl)- 140 C10H20 003178-22-1 27
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 27

Abundance Scan 1804 (12.698 min): BF099948.D (-1801) (-) m/z 56.10 100.00%
56.1
5000
gz 1291 257.3 L .
: 157.1 185.1 213.1 12.40 12.60 12.80 13.00
Obrrrrrrrefhes !'. 3123 "m/z 57.10 56.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, buty| ester
56.0
5000 T ---“N SRS
12. 40 12. 60 12.80 13.00
29.0 m/z 43.05 34.23%
‘ 83.0 129 0 257.0
0 Ll h ‘\M h\ I 1570 1850 2130 ‘ \‘ 2830 3120
m/z--> 25 45 éo 80 100 150 140 160 180 200 220 240 260 280 360 '
Abundance
56.0
12.40 12.60 12.80 13.00
5000 m/z 41.10 34.02%
20.0 111.0
) 85.0 145.0170-0 199.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester
56.0 12.40 12.60 12.80 13.00
m/z 55.00 30.54%
5000
29.0
129.
0 “ 1 ‘{‘83\“\(%\\ il 157 0 1850 2130 L 25‘7 0281 0 312.0
m/z--> 25 45 éo 80 100 150 140 160 180 200 220 240 260 2éo 360 ' 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\
Data File : BF099948.D

Aca On : 29 Oct 2017 7:27

Operator : SJ/JU

Sample : 16100-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Octadecanoic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.40 4.51 ng 117986 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 83
2 Butvl mvristate 284 C18H3602 000110-36-1 64
3 Nipecotic acid 129 C6H11NO2 000498-95-3 37
4 2-Methvl-1-octadecene 266 C19H38 061868-20-0 35
5 Octadecanoic acid, 2-methylpropy... 340 C22H4402 000646-13-9 32

Abundance Scan 1923 (13.398 min): BF099948.D (-1921) (-) m/z 56.10 100.00%
58.1
5000
3.1 129.1 l|""|""|""|'"'A|"
' | 185.1 o411 2853 13.00 13.20 13.40 13.60 13.80
0 m'.hﬁ,‘ ol L 'm/z 57.00 56.08%
m/z--> 50 100 150 200 250 300
Abundance #177148: Octadecanoic acid, butyl ester
56.0
5000 |"A NSRS SR I
285.0 340.0 13.00 13.20 13.40 13.60 13.80
129.0 m/z 43.05 40.10%
83.0 185.0 241.0
ol Wy 1L 5707 T 21a0 11 suwo
m/z--> 50 100 150 200 250 300
Abundance
56.0
13.00 13.20 13.40 13.60 13.80
0
5000 20,0 m/z 41.10 35.18%
129.0
185.0 284.0
0 830 157.0 255.0
m/z--> 50 100 150 200 250 300 '
Abundance #12841: Nipecotic acid
57.0 13.00 13.20 13.40 13.60 13.80
m/z 55.10 31.89%
5000
30.0 840 .90
o’ ”..l.,‘....,............,....,
m/z--> 50 100 150 200 250 300 13.00 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\
Data File : BF099948.D

Aca On : 29 Oct 2017 7:27

Operator : SJ/JU

Sample : 16100-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 1-Dodecanol, 2-octyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.77 2.21 ng 57775 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 91
2 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 91
3 Dotriacontvl pentafluoropropionate 612 C35H65F502 1000351-81-4 90
4 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 87
5 Oxalic acid, cyclobutyl pentadec... 354 C21H3804 1000309-70-5 74
Abundance Scan 1986 (13.769 min): BF099948.D (-1984) (-) m/z 57.10 100.00%
57.1
5000
| 207.0 13.40 13.60 13.80 14.00
O A O T B o o L m/z 43.00 78.32%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #143260: 1-Dodecanol, 2-octyl-
57.0
5000
13.40 13.60 13.80 14.00
Tl 0 m/z 83.10 64.26%
0 ‘h‘h‘d 130002110 2800
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
_1'3_,.40 13.60 13.80 14.00
5000 m/z 55.00 61.27%
111.0
o 1960
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241397: Dotriaconty| pentafluoropropionate
57.0 13.40 13.60 13.80 14.00
m/z 69.10 57 .25%
5000 10
o l;1670 222.0 278.0 334.0 390.0 448.0493.0 594.0
m/z--> éo 100 150 200 250 300 350 400 4%0 500 550 600 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102817\
Data File : BF099948.D

Acq On : 29 Oct 2017 7:27

Operator : SJ/JU

Sample - 16100-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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]
2-Pentanone, 4-hy... 5.00 4.0 ng 118924 1 6.79 591010 20.0
unknown6 .56 6.56 49.8 ng 1471710 1 6.79 591010 20.0
Benzophenone 10.53 6.5 ng 260430 3 9.82 806697 20.0
Hexadecanoic acid... 12.70 6.8 ng 177862 5 13.96 523499 20.0
Octadecanoic acid... 13.40 4.5 ng 117986 5 13.96 523499 20.0
1-Dodecanol, 2-oc... 13.77 2.2 ng 57775 5 13.96 523499 20.0
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