LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112817\
Data File : BF100956.D

Aca On : 29 Nov 2017 2:09

Operator : SJ/JU

Sample : 16579-08

Misc :

ALS Vial : 33 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-BF110817.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 5.093 507 511 523 rBV 173135 256108 14.38% 1.713%
2 5.487 573 578 581 rBY 1767882 1746972 98.09% 11.687%
3 6.493 744 749 752 rBVY 1548865 1758096 98.72% 11.761%
4 6.634 768 773 776 rBVY 1829153 1780977 100.00% 11.914%
5 6.857 808 811 815 rBV 483822 375621 21.09% 2.513%
6 7.016 834 838 841 rBVY 1579589 1350178 75.81% 9.032%
7 7.422 902 907 910 rBVY 1004881 1059404 59.48% 7.087%
8 8.139 1025 1029 1032 rBV 585053 455008 25.55% 3.044%
9 8.692 1120 1123 1127 rBV 84329 63698 3.58% 0.426%
10 9.216 1207 1212 1215 rBvV 2005289 1699520 95.43% 11.369%
11 9.604 1275 1278 1283 rBV 56435 43792 2.46% 0.293%

12 9.892 1324 1327 1331 rBV 453996 427443 24.00% 2.860%
13 10.610 1445 1449 1452 rBV 262192 242053 13.59% 1.619%
14 10.686 1458 1462 1465 rBV 971582 885719 49.73% 5.925%
15 11.380 1577 1580 1583 rBV 461527 373882 20.99% 2.501%

16 11.898 1665 1668 1673 rBV 49737 44318 2.49% 0.296%
17 12.592 1783 1786 1791 rVB 27569 24377 1.37% 0.163%
18 12.822 1821 1825 1828 rVB 24827 22815 1.28% 0.153%
19 12.969 1845 1850 1853 rBV 1440237 1342095 75.36% 8.978%
20 13.422 1924 1927 1934 rBvV4 21669 30927 1.74% 0.207%
21 13.857 1998 2001 2008 rBV2 36789 47955 2.69% 0.321%
22 14.021 2024 2029 2032 rBV 471218 432372 24.28% 2.892%
23 15.063 2202 2206 2208 rBV3 18311 25457 1.43% 0.170%
24 15.492 2274 2279 2289 rBV 276820 357724 20.09% 2.393%
25 16.439 2434 2440 2446 rBV5 22758 45454 2.55% 0.304%
26 17.557 2622 2630 2636 rBVS8 10750 29765 1.67% 0.199%
27 18.045 2709 2713 2723 rVB9 9747 26429 1.48% 0.177%
Sum of corrected areas: 14948159

8270-BF110817.M Wed Nov 29 14:49:50 2017 Page: 1



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\BF112817\

BF100956.D

29 Nov 2017 2:09

SJ/Ju

16579-08

33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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\BF112817\
Data File : BF100956.D

Aca On : 29 Nov 2017 2:09

Operator : SJ/JU

Sample : 16579-08

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 3

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

5.09 13.64 ng 256108 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Butane 58 C4H10 000106-97-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 511 (5.093 min): BF100956.D (-507) (-) m/z 43.00 100.00%
43.0
59.1
5000
1011 R U S IR
| 831 4.80 500 5.20 5.40
o] SO | RS s A m/z 59.10 58.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U U S SR
4.80 500 5.20 5.40
59.0 m/z 101.10 19.60%
270 ‘ oo 830 1010
AL RS A RN NARLA R RSN ARREA NSNS ARSI ARSS S AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 41.0 m/z 58.00 14 _.46%
29.0
87.0
ol 150 70.0 98.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester L
59.0 4.80 500 5.20 5.40
m/z 41.10 9.06%
5000 41.0
0 I L 730 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100956.D

Aca On : 29 Nov 2017 2:09

Operator : SJ/JU

Sample : 16579-08

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.63 Concentration Rank 1

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

6.63 94 .83 ng 1780980 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 772 (6.628 min): BF100956.D (-768) (-) m/z 132.00 100.00%
13%.0
5000 68.1
96.0 R RAREE SR SRS S
401 540 | 6.20 6.40 6.60 6.80 7.00
o..,....,....,...:,".'..:,:!..,::.-.|,..'..,??;9,..!.,310.7.-,1....,....,'...,.. m/z 68.10 39.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 i T e e e T
10 550 %0 70 m/z 134.00  32.15%
79.0 :
0|||||||||||||||||‘||‘||||‘|‘|‘||||‘|‘=l‘l||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||"lll -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80 7.00
5000 m/z 66.10 25.27%
104.0

66.0 77.0

14.0 27.0 39.0 °10 89.0 115.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 /\

Abundance #14145: 4-Chloro-2-fluoro-pyrimidine e RERmE R

132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.06%

97.0
5000
70.0
52.0
310 86.0 116.0

0.w”.w.”w.”w.”wh”W.HWMHM.HW.HH.HW.AW.HW‘”... I REE RN R e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100956.D

Aca On : 29 Nov 2017 2:09

Operator : SJ/JU

Sample : 16579-08

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 2-Hydroxy-iso-butyrophenone Concentration Rank 5

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

8.69 2.80 ng 63698 Naphthalene-d8 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hvdroxv-iso-butvrophenone 164 C10H1202 007473-98-5 90
2 Acetamide 59 C2H5NO 000060-35-5 5
3 Guanidine 59 CH5N3 000113-00-8 5
4 Formamide. N-methvl- 59 C2H5NO 000123-39-7 4
5 Ethane, 1,1-dimethoxy- 90 C4H1002 000534-15-6 4

Abundance Scan 1123 (8.692 min): BF100956.D (-1120) (-) m/z 59.10 100.00%
549.1
5000
77.1 105.0
43.1 RSN AN U

| | | 8.40 8.60 8.80 9.00
b e m/z 105.00 26.73%

0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #33322: 2-Hydroxy-iso-butyrophenone
59.0
5000 LA L L L L LB LB
8.40 8.60 8.80 9.00
43.0 77.0 105.0 m/z 77.10 25.06%
31.0 ™
0 o] _s10 || 1210 149.0
T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
440 59.0
R S REEEEmmas
8.40 8.60 8.80 9.00
5000 m/z 43.10 16.79%
15.0 28.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #256: Guanidine e
43.0 590 8.40 8.60 8.80 9.00
m/z 106.00 15.36%
5000 18.0
| 1.0
O e P T e N A N SN man
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100956.D

Aca On : 29 Nov 2017 2:09

Operator : SJ/JU

Sample : 16579-08

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.90 2.37 ng 44318 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Undecanoic acid 186 C11H2202 000112-37-8 59
Abundance Scan 1668 (11.898 min): BF100956.D (-1665) (-) m/z 43.10 100.00%
431 730
5000 1200
97.0 213.1
| H 171.0 256.2 11.60 11.80 12.00 12.20
0 N m/z 73.00 89.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 e m--“-
83.0 11.60 11.80 12.00 12.20
Ji 1570 1geo 2130 2560 | M/Z 60.00  86.42%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 | 73.0
|
11!60 11)80 12!00 12fzo
5000 129.0 m/z 57.10 83.30%
97.0 199.0
1570 242.0
0 }ﬁ?'“'I"“I"'W""P"'I”"I'”' '}779"""' [T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0 11.60 11.80 12.00 12.20
43.0 m/z 41.10 80.92%
5000 129.0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100956.D

Aca On : 29 Nov 2017 2:09

Operator : SJ/JU

Sample : 16579-08

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Trichloroacetic acid, hexad... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.86 2.22 ng 47955 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 93
2 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 93
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 93
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 2002 (13.863 min): BF100956.D (-1998) (-) m/z 55.05 100.00%
54.0
5000
230.1 N
|15301912 13.60 13.80 14.00 14.20
o — e+ m/z 83.00 90.43%
m/z--> 50 100 150 200 250 300 350
Abundance #205392: Trichloroacetic acid, hexadecy! ester
43.0
5000 L B B SULRLL U
13.60 13.80 14.00 14.20
250 m/z 57.00 86.33%
o I‘ “ \‘H \\‘\ HH ‘\ \1?50 19602250 B e e
m/z--> 50 200 250 300 350
Abundance
57.0
97.0 UL BURUSR BUN SURIUR SR
13.60 13.80 14.00 14.20
5000 m/z 43.05 83.59Y%
169.0
L 270 126.0 1990 241.0 392.0
HELLLE UL UL SRR UL UL UL UL
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester R REEmEmEm e
57.0 13.60 13.80 14.00 14.20
97.0 m/z 69.05 80.41%
5000
L 219 u‘l | 709 somq 2100 o
m/z--> 5'0 1 15 200 251;0 3(')0 3&'30 ' 13. 60 13. 80 14. 00 14'20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100956.D

Aca On : 29 Nov 2017 2:09

Operator : SJ/JU

Sample : 16579-08

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknownl6.44 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.44 2.54 ng 45454 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-(1-Cvclohexenvl)cvclohexanone ... 193 C12H19NO 037575-86-3 22
2 Silane. trichlorodecvl- 274 C10H21CI3Si 013829-21-5 22
3 Guanine 151 C5H5N50 000073-40-5 14
4 Benzene. 1.1"-T1.2-ethanedivlbis... 274 C16H1804 000553-45-7 14
5 Thieno[2,3-b]pyridine-N-oxide 151 C7H5NOS 025557-50-0 14
Abundance Scan 2440 (16.439 min): BF100956.D (-2434) (-) m/z 57.05 100.00%
5%.0 151.1
5000
189.1
3.0 410.3 U BALIL B BN SR
1 221.1 16.20 16.40 16.60 16.80
Of——— L m/z 151.05 94.26%
m/z—-> 0 50 100 150 200 250 300 350 400
Abundance #55426: 2-(1-Cyclohexenyl)cyclohexanone oxime
151.0
5000
16.20 16.40 16.60 16.80
410 9. 193.0 m/z 71.00 60.56%
S olpmee )y
0 IHILI”I‘I‘\l\I\“HIHH:\‘;JI‘MIM .‘.‘. .“ ——— T
m/z-> 0 50 100 150 200 250 300 350 400
Abundance
57.0
16.20 16.40 16.60 16.80
5000 m/z 69.05 54 _.86%
133.0 175.0
0l.26.0 99.0 219.0 276.0
m/z-> 0 §0 160 1%0 260 250 360 3éo 460
Abundance #24666: Guanine b RREmE EE e
151.0 16.20 16.40 16.60 16.80
m/z 43.05 50.58%
5000
43.0
l 109.0
0'“L'|Ln5P'V1'J' UL VAR DALY AL SR S HRIURA BUMLIL BN BN SR
m/z-> 0 50 100 150 200 250 300 350 400 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112817\
Data File : BF100956.D

Acq On : 29 Nov 2017 2:09

Operator : SJ/JU

Sample - 16579-08

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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... 5.09 13.6 ng 256108 1 6.86 375621 20.0
unknown6 .63 6.63 94.8 ng 1780980 1 6.86 375621 20.0
2-Hydroxy-iso-but. .. 8.69 2.8 ng 63698 2 8.14 455008 20.0
n-Hexadecanoic acid 11.90 2.4 ng 44318 4 11.38 373882 20.0
Trichloroacetic a... 13.86 2.2 ng 47955 5 14.02 432372 20.0
unknownl16 .44 16.44 2.5 ng 45454 6 15.49 357724 20.0
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