LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096178.D

Aca On : 24 Jun 2017 1:19

Operator : SJ/MA

Sample : 13657-11

Misc :

ALS Vial : 23 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-BF060517.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 1.540 7 9 43 rVB 474968 917635 47.76% 6.853%
2 4.428 496 500 506 rBv4 14378 33148 1.73% 0.248%
3 4.810 560 565 576 rBV2 31189 58743 3.06% 0.439%
4 5.157 621 624 652 rBV 194249 617467 32.14% 4.611%
5 6.869 911 915 920 rBV 109037 233724 12.17% 1.745%
6 6.922 920 924 944 rVB 742509 1504006 78.28% 11.232%
7 7.257 977 981 991 rBV 252552 352829 18.37% 2.635%
8 7.492 1016 1021 1036 rBV 858744 1193165 62.11% 8.911%
9 8.186 1134 1139 1162 rBV 569624 959422 49.94% 7.165%
10 9.186 1301 1309 1312 rBv4 11447 21596 1.12% 0.161%
11 9.228 1312 1316 1323 rVV 17550 28641 1.49% 0.214%

12 9.292 1323 1327 1339 rVV 330406 461122 24.00% 3.444%
13 9.580 1368 1376 1388 rBV2 55818 101299 5.27% 0.757%

14 9.798 1409 1413 1423 rBV2 16934 42796 2.23% 0.320%
15 10.086 1454 1462 1468 rBV3 19215 35438 1.84% 0.265%
16 11.074 1624 1630 1645 rBV 1508568 1921196 100.00% 14.348%
17 11.469 1692 1697 1704 rBV2 18880 29598 1.54% 0.221%
18 11.774 1744 1749 1755 rBV 316648 404721 21.07% 3.022%
19 11.833 1755 1759 1763 rVV 61221 71116 3.70% 0.531%
20 11.886 1763 1768 1776 rVB7 11993 22677 1.18% 0.169%
21 12.057 1789 1797 1802 rBV3 15358 25988 1.35% 0.194%
22 12.116 1802 1807 1814 rBV2 368311 463808 24.14% 3.464%
23 12.216 1821 1824 1832 rVB2 20988 25314 1.32% 0.189%
24 12.839 1926 1930 1936 rBV 51300 63324 3.30% 0.473%
25 13.415 2023 2028 2042 rBV 573240 825037 42.94% 6.161%
26 14.462 2202 2206 2210 rBV2 15558 26566 1.38% 0.198%
27 14.510 2210 2214 2223 rVB 283008 388048 20.20% 2.898%
28 15.539 2386 2389 2396 rBV3 17461 26988 1.40% 0.202%
29 16.898 2615 2620 2624 rBV 1231632 1382695 71.97% 10.326%
30 18.156 2829 2834 2839 rBV3 18183 30787 1.60% 0.230%

31 18.245 2845 2849 2859 rVB 280637 376002 19.57% 2.808%
32 18.580 2902 2906 2919 rBV 177237 265280 13.81% 1.981%
33 19.103 2990 2995 2999 rBV 62708 68782 3.58% 0.514%
34 19.921 3130 3134 3143 rBV 230183 328559 17.10% 2.454%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096178.D

Aca On : 24 Jun 2017 1:19

Operator : SJ/MA

Sample : 13657-11

Misc :

ALS Vial : 23 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF060517 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 20.268 3189 3193 3197 rBV 34952 40420 2.10% 0.302%
36 20.856 3289 3293 3297 rVB3 30796 42436 2.21% 0.317%

Sum of corrected areas: 13390373
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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\BF062317\

BF096178.D

24 Jun 2017 1:19

SJ/MA

13657-11

23 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096178.D

Aca On : 24 Jun 2017 1:19

Operator : SJ/MA

Sample : 13657-11

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 2 3-Pentanol, 3-ethyl- Concentration Rank 7

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

4.81 3.33 ng 58743 1,4-Dichlorobenzene-d4 7.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pentanol. 3-ethvl- 116 C7H160 000597-49-9 74
2 Propanoic acid. 2-hvdroxv-. butv... 146 C7H1403 000138-22-7 17
3 1.3-Dioxane 88 C4H802 000505-22-6 9
4 3-Pentanol. 2.2.4.4-tetramethvl- 144 C9H200 014609-79-1 9
5 Hydroperoxide, 1,4-dioxan-2-yl 120 C4H804 004722-59-2 9

Abundance Scan 565 (4.810 min): BF096178.D (-560) (-) m/z 87.10 100.00%
45.0 87.1
5000
69.0
57.1 USRI RN UL R
| 4.40 4.60 4.80 5.00 5.20
O e 1 o N O I m/z 45.00 94 .29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8365: 3-Pentanol, 3-ethyl- y
45.0 81.0
5000 SRASE RARAN AR SRR R
4.40 4.60 4.80 5.00 5.20
29.0 570 690 m/z 41.00 26.67%
0 15.0 L, “\‘ ‘ 770 |, 980
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
45.0
4.40 4.60 4.80 5.00 5.20
5000 m/z 69.00 26.48%
29.0
57.0
750 8.0 4010
e S S S SULIURS SURIILS IS IULILS SULILS UL LI
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2013: 1,3-Dioxane e T e
87.0 4.40 4.60 4.80 5.00 5.20
m/z 57.10 21.14%
28.0
5000
59.0
41.0
"'I}ﬁql"”l"'W""P"'I'”'I"”I"'W""P"'I' USSR UL RN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096178.D

Aca On : 24 Jun 2017 1:19

Operator : SJ/MA

Sample : 13657-11

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 3 unknown6.92 Concentration Rank 1

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

6.92 85.25 ng 1504010 1,4-Dichlorobenzene-d4 7.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 924 (6.922 min): BF096178.D (-920) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 PESARNESARRARARRARALRN
401 540 6.60 6.80 7.00 7.20
o....,....,:...,::..,.:I.',..7.55,0....,..!.,.1??.?....,....,'...,.. m/z 68.05 36.61%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
6.60 6.80 7.00 7.20
210 510 m/z 134.00 33.16%

Abundance

m/z--> 30 40 60 70 80 90 100 110 120 130 140
132.0

6.60 6.80 7.00 7.20

5000 67.0 m/z 66.05 21.44%
41.0 53.0 97.0 1170
79.0 '
107.0
MBS RSP RN IV HERPN N 8 RTRMN  MNE  MMBMRNR 1| M
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine S T
132.0 6. 60 6. 80 7. OO 7.20
m/z 69.10 13.58%
97.0
5000
70.0
31.0 60.0
0 ‘ 440 Ly | 86 0 ! 116.0 !
e e e e e e e
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20

8270-BF060517.M Wed Jun 28 18:27:01 2017 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096178.D

Aca On : 24 Jun 2017 1:19

Operator : SJ/MA

Sample : 13657-11

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 unknown9.58 Concentration Rank 5

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

9.58 4.39 ng 101299 Naphthalene-d8 9.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (RY-(+)-3-Methvlcvclopentanone 98 C6H100 006672-30-6 35
2 (2Y)-4-Methvl-2-hexene 98 C7H14 003683-19-0 35
3 Cvclopentanone. 3-methvl- 98 C6H100 001757-42-2 35
4 Cvclohexane. 1-ethvl-2.4-dimethvl- 140 C10H20 061142-69-6 35
5 Cyclooctane, (1-methylpropyl)- 168 C12H24 016538-89-9 35

Abundance Scan 1376 (9.580 min): BF096178.D (-1368) (-) m/z 69.10 100.00%
69.1
550 83.1
5000 411 981 1111
| || 129.0 9.20 9.40 9.60 9.80
b prerrrpree et el e e | m/Z 83.10  67.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3260: (R)-(+)-3-Methylcyclopentanone
69.0
42.0 55.0 98.0
5000
28.0 9.20 9.40 9.60 9.80
m/z 55.05 60.85%
15'0 \“ \‘\ 83.0 1
s S R RS SRS SRR RARAS RAAAS RSN LA SRS SRS A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
69.0
41.0 9.20 9.40 9.60 9.80
5000 m/z 57.10 58.81%
55.0
98.0
27.0 83.0
o 14.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3244 Cyclopentanone, 3-methyl-
4o 550 690 9.20 9.40 9.60 9.80
: m/z 98.10 52.25%
98.0
5000 28.0
83.0
s S R RS RS AR AR RAAAS AR LRSS SRR SRS AR RN R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096178.D

Aca On : 24 Jun 2017 1:19

Operator : SJ/MA

Sample : 13657-11

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 3-tert-Butyl-4-hydroxyanisole Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.83 3.07 ng 71116 Acenaphthene-d10 12.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-tert-Butvl-4-hvdroxvanisole 180 C11H1602 000121-00-6 70
2 Phenol. 3-(1.1-dimethvlethvl)-4-... 180 C11H1602 000088-32-4 58
3 3" .5"-Dimethoxvacetophenone 180 C10H1203 039151-19-4 52
4 Benzenethiol. 4-(1.1-dimethvleth... 180 C11H16S 015570-10-2 49
5 Pentacyclo[6.4.0.1(1,8).1(2,7)]t... 180 Cl4H12 086120-84-5 46

Abundance Scan 1758 (11.827 min): BF096178.D (-1755) (-) m/z 165.05 100.00%
57.1 165.1
5000 137.0 \
91.0 221.1 R B IURES i
29 11 193.2 11,60 11.80 12.00 1220
o} m/z 57.10 88.24Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45450: 3-tert-Butyl-4-hydroxyanisole
165.0
5000 137.0

11.60 11.80 12.00 12.20
m/z 43.00 48.67%

Jso 40 eso 0 wso | 1Jz.o
T R e e e A e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
165.0 jW

11.60 11. 80 12. 00 12.20

m/z 180.10  47.21%
5000 137.0
107.0
77.0
410 182.0

o) JRREAAVRERLT FASPVEIN IR TR VRGP PRV B M R 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45147: 3',5"-Dimethoxyacetophenone A B R maa

165.0 11.60 11.80 12.00 12.20

m/z 41.10 39.26%

5000 137.0

43.0 770 1070
15 0 ‘ I ‘\H ‘ ‘ L ‘ ‘ 1 20

m/z--> 20 40 60 0 100 120 140 160 180 200 220 11.60 11.80 12.00 12.20

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096178.D

Aca On : 24 Jun 2017 1:19

Operator : SJ/MA

Sample : 13657-11

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Diethyltoluamide Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.84 2.73 ng 63324 Acenaphthene-d10 12.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvltoluamide 191 C12H17NO 000134-62-3 97
2 Benzamide. N.N-diethvl-4-methvl- 191 C12H17NO 002728-05-4 91
3 Benzamide. 2-chloro-5-(3-methvlb._.. 288 C15H13CIN202 349489-17-4 59
4 2-Methvlbenzoic acid. 2-fluoroph... 230 C14H11F02 1000325-60-5 59
5 2-Methylbenzoic acid, 3-chloroph... 246 C14H11Cl02 1000325-60-8 59
Abundance Scan 1930 (12.839 min): BF096178.D (-1926) (-) m/z 119.10 100.00%
119.1
5000 91.0 190.1
200 630 | 12060 1280 1300 1220
Obrrrrprreebitrr e e e ke e || M7z 91.00  39.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53783: Diethyltoluamide
119.0
w000 sL0 1900 760 1750 1300 1320
65.0 m/z 190.10 36.60%
29.0 ] 162.0
e R R AN R LA AN AL LALSS AR LARAN SR AARAN SRS RARRY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
119.0
' 12.60 12.80 13.00 13.20
5000 m/z 191.10 14 .65%
91.0 190.0
65.0
42.0 162.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #134225: Benzamide, 2-chloro-5-(3-methylbenzoylamino)- Bl Ry ma
119.0 12.60 12.80 13.00 13.20
m/z 65.00 11.63%
5000 91.0
39.0 o0
0 1L \ } | 153.0 180.0 2070 254.0 288.0
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 2éo ' 12:60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096178.D

Aca On : 24 Jun 2017 1:19

Operator : SJ/MA

Sample : 13657-11

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 8 1-Decanol, 2-hexyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.58 14.11 ng 265280 Chrysene-di12 18.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 91
2 Dotriacontvl pentafluoropropionate 612 C35H65F502 1000351-81-4 91
3 Tetratriacontvl heptafluorobutvrate 691 C38H69F702 1000351-84-1 90
4 Hexatriacontvl pentafluoropropio... 669 C39H73F502 1000351-89-0 90
5 Octatriacontyl pentafluoropropio... 697 C41H77F502 1000351-89-1 90
Abundance Scan 2906 (18.580 min): BF096178.D (-2902) (-) m/z 57.05 100.00%
57.0
5000
111.1
l | 2671 18.20 18.40 18.60 18.80
O oL A O o o AR R RRERRRRERESE m/z 43.10 71.30%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #95994: 1-Decanol, 2-hexyl-
57.0
5000 NSRS SRR SUNRE I
111.0 18.20 18.40 18.60 18.80
r m/z 71.10 63.67%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
57.0
18.20 18.40 18.60 18.80
m/ 55.00 52.27%
5000 W10 z (
ol 167.0222.0 278.0 334.0 390.0 448.0 594.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242758: Tetratriaconty! heptafluorobutyrate T
57.0 18.20 18.40 18.60 18.80
m/z 97.10 48 .57%
5000
111.0
ol J [167.0222.0 278.0334.0390.0  476.0 672.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096178.D

Aca On : 24 Jun 2017 1:19

Operator : SJ/MA

Sample : 13657-11

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 9 Heptadecyl heptafluorobutyrate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
19.10 4.19 ng 68782 Perylene-di12 19.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptadecvl heptafFluorobutvrate

2 Carbonic acid. isobutvl octadecv...
3 Carbonic acid. heptadecvl isobut...
4 Heptafluorobutvric acid. hexadec...
5 Dotriacontyl trifluoroacetate

452 C21H35F702
370 C23H4603
356 C22H4403
438 C20H33F702
562 C34H65F302

959085-66-6 87
1000314-61-5 87
1000314-61-4 87
006385-15-5 74
1000351-75-4 70

Abundance Scan 2994 (19.097 min): BF096178.D (-2990) (-) m/z 55.00 100.00%
55.0
plmn 18'80 19.00 19.20 19.40
ob— I S — m/z 57.10 76.74%
m/z--> 50 150 200 250 300 350 400
Abundance #227400. Heptadecy! heptafluorobutyrate
57.0
97.0
5000 LI B L L L L L L L L L
18 80 19. OO 19 20 19. 40
‘ H m/z 43.10 57 .55%
169.0
AR TS 7 I S T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
R RREEE RS
18.80 19.00 19.20 19.40
5000 m/z 83.10 50.34%
97.0
0l25.0 139.0 183. o 253.0
T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #188249: Carbonic acid, heptadecyl isobutyl ester R e R
57.0 18.80 19.00 19.20 19.40
m/z 97.10 48.61%
5000
97.0
239.0
oL ,M J J }39 9 1820 e 1] .
m/z--> 50 200 250 300 350 400 18.80 19.00 19 20 19.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096178.D

Aca On : 24 Jun 2017 1:19

Operator : SJ/MA

Sample : 13657-11

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 10 Nonahexacontanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.27 2.46 ng 40420 Perylene-di12 19.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonahexacontanoic acid 999 C69H13802 040710-32-5 76
2 Sulfurous acid. butvl heptadecvl... 376 C21H4403S 1000309-18-4 64
3 Tetrapentacontane. 1.54-dibromo- 915 C54H108Br2 1000156-09-4 58
4 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 49
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 49
Abundance Scan 3193 (20.268 min): BF096178.D (-3189) (-) m/z 57.10 100.00%
51.1
5000
1552 2811 20,00 20.20 20,40 20.60
o ea - | W/z 43.10 67.96%
m/z--> 0 100 200 300 400 500 600 700 800 900 1000
Abundance #243830: Nonahexacontanoic acid
57.0
5000 IBRAARUUER AR AR
mmmmmmmm
m/z 71.10 62.20%
oLl ‘H539‘2530 350.0 899.0 998.0
m/z--> 6 160 200 360 460 560 660 700 800 900 1000
Abundance
57.0
20,00 20.20 20,40 20.60
5000 m/z 85.10 52.50%
o 239.0
miz-> 0 100 200 300 400 500 600 700 800 900 1000
Abundance #243727: Tetrapentacontane, 1,54-dibromo- AR EEEEE RS
57.0 20.00 20.20 20.40 20.60
m/z 55.05 49 .95Y%

155.0 253.0 351.0 449.0 543.0 6700 8350

O 200 300 400 500 600 700 800 900 1000 20 00 20. 20 20. 40 20 60

5000 l
|
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096178.D

Aca On : 24 Jun 2017 1:19

Operator : SJ/MA

Sample : 13657-11

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 11 unknown20.86 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.86 2.58 ng 42436 Perylene-di12 19.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methvl-3H-naphthl1l.2-elindol-1... 247 C17H13NO 098033-21-7 27
2 OQuinoline. N-oxv-4-I2-phenvlethe... 247 C17H13NO 013244-22-9 25
3 5.8-Dimethoxv-6-methvl-2-nitroso... 247 C13H13NO4 099316-37-7 22
4 Isiondole-5-carboxamide. 2.3-dih... 328 C19H24N203 1000273-67-3 22
5 Thiazolo[2,3-c][1,2,4]triazole, ... 247 C12H13N30S 1000303-64-4 16
Abundance Scan 3294 (20.862 min): BF096178. D ( 3289) ) m/z 247.10 100.00%
165.0
5000
328.2 I I S
20.60 20.80 21.00 21.20
0 m/z 230.20 89.20%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #99902: 3-Methyl-3H-naphth[1,2-e]indol-10-ol
247.0
5000 U AR AR
20.60 20.80 21.00 21.20
176.0  218.0 m/z 165.00 89.11%
151.0 “ 4l J
0..”.”..””.”..”.””.”..LNL”.”..”.””.”..”.””
m/z--> Jo eb éo 160 150 140 160 180 200 220 240 2éo 2é0 300 350
Abundance
247.0
20.60 20.80 21.00 21.20
5000 m/z 148.10 47 .72%
217.0
) 51.0 770 115-0139.0 165.0189.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 h MA
Abundance #99644: 5,8-Dimethoxy-6-methyl-2-nitroso-1-naphthol R ma !
247.0 20.60 20.80 21.00 21.20
m/z 98.00 41 .34%
5000
o 4§0 770 1150  157.0 186.0 2150
iz A0 6 80 106 130 130 100 100 206 250 200 200 200 B0 B0 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062317\
Data File : BF096178.D

Acq On : 24 Jun 2017 1:19

Operator : SJ/MA

Sample : 13657-11

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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]
3-Pentanol, 3-ethyl- 4.81 3.3 ng 58743 1 7.26 352829 20.0
unknown6 .92 6.92 85.3 ng 1504010 1 7.26 352829 20.0
unknown9 .58 9.58 4.4 ng 101299 2 9.29 461122 20.0
3-tert-Butyl-4-hy... 11.83 3.1 ng 71116 3 12.12 463808 20.0
Diethyltoluamide 12.84 2.7 ng 63324 3 12.12 463808 20.0
1-Decanol, 2-hexyl- 18.58 14.1 ng 265280 5 18.25 376002 20.0
Heptadecyl heptaf... 19.10 4.2 ng 68782 6 19.92 328559 20.0
Nonahexacontanoic... 20.27 2.5 ng 40420 6 19.92 328559 20.0
unknown20.86 20.86 2.6 ng 42436 6 19.92 328559 20.0
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