LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111317\
Data File : BF100517.D

Aca On : 13 Nov 2017 22:15

Operator : SJ/JU

Sample : 16388-11

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-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 5.122 511 516 527 rBB 209290 269621 15.98% 1.947%
2 5.516 577 583 586 rBY 1429625 1438104 85.25% 10.387%
3 6.516 748 753 761 rBB 1451337 1500560 88.95% 10.838%
4 6.663 773 778 781 rBVY 1624186 1501494 89.01% 10.845%
5 6.892 813 817 820 rVB 574333 446065 26.44% 3.222%

7.051 839 844 847 rBB 1302530 1177189 69.78% 8.503%
7.451 907 912 915 rBV 936761 883332 52.36% 6.380%
8.175 1031 1035 1038 rBvV 686431 562470 33.34% 4._.063%
8.728 1125 1129 1132 rBB 72972 63243 3.75% 0.457%
9.245 1212 1217 1220 rBV 1873015 1686913 100.00% 12.184%

=
QO ~NO®

11 9.639 1280 1284 1287 rBV 147680 122525 7.26% 0.885%
12 9.928 1329 1333 1337 rBV2 647601 541429 32.10% 3.911%
13 10.639 1450 1454 1457 rBB 197624 151827 9.00% 1.097%
14 10.716 1463 1467 1470 rBV 953523 768828 45.58% 5.553%
15 11.416 1582 1586 1589 rBV 556725 456373 27.05% 3.296%

16 11.927 1670 1673 1676 rBV 27538 22016 1.31% 0.159%
17 12.998 1851 1855 1858 rBV 1435081 1198941 71.07% 8.660%
18 13.880 2002 2005 2013 rBV 138168 137114 8.13% 0.990%
19 14.051 2030 2034 2038 rBV 500527 442459 26.23% 3.196%

20 14.510 2110 2112 2118 rVB6 14045 18170 1.08% 0.131%

21 14.927 2179 2183 2187 rVB 84658 91551 5.43% 0.661%

22 15.533 2281 2286 2292 rVB 271178 338544 20.07% 2.445%

23 15.986 2361 2363 2368 rVB4 19343 26352 1.56% 0.190%
Sum of corrected areas: 13845120
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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

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111317\

BF100517.D

13 Nov 2017 22:15

SJ/Ju

16388-11

23 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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111317\
Data File : BF100517.D

Aca On : 13 Nov 2017 22:15

Operator : SJ/JU

Sample : 16388-11

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

5.12 12.09 ng 269621 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 32
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 516 (5.122 min): BF100517.D (-511) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 LB L
83.0 4.80 500 5.20 5.40
-ttt e m/z 59.10 55.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 T Sho 20 s
0
150 a0 1010 m/z 101.10 18.58%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
570 480 500 520 540
5000 m/z 58.00 13.51%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- R B R R
59.0 4.80 500 5.20 5.40
m/z 41.10 9.21%
5000 41.0
31.0
69.0 87.0
0 15.0 ““ ‘m‘ SOQ“‘ . . 98.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111317\
Data File : BF100517.D

Aca On : 13 Nov 2017 22:15

Operator : SJ/JU

Sample : 16388-11

Misc :

ALS Vial : 23 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 unknown6.66 Concentration Rank 1

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

6.66 67.32 ng 1501490 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 777 (6.657 min): BF100517.D (-773) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 U R R R
401 g4 | 6.40 6.60 6.80 7.00
0 ..,....,....,...:,“.'..:,:!..,::.-.|,..'..,??;9,..!.,}97.-,0....,...., I m/z 68.10 41.33%
m/z--> 10 20 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 N
5000 U R R R
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 31.82%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
640 6.60 680 7.00
5000 67.0 m/z 66.10 26.44%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- R L E B Ama ma
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.18%
5000
150 280 390 520 030 770 900 1040 .,
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 640 660 680 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111317\
Data File : BF100517.D

Aca On : 13 Nov 2017 22:15

Operator : SJ/JU

Sample : 16388-11

Misc :

ALS Vial : 23 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 7

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

8.73 2.25 ng 63243 Naphthalene-d8 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hvdroxv-iso-butvrophenone 164 C10H1202 007473-98-5 86
2 Ethanol. 1l-methoxv-. benzoate 180 C10H1203 051835-44-0 56
3 Propionic acid. 2-isopropoxv-. m... 146 C7H1403 1000151-15-1 9
4 Guanidine 59 CH5N3 000113-00-8 7
5 Formamide, N-methyl- 59 C2H5NO 000123-39-7 5

Abundance Scan 1129 (8.728 min): BF100517.D (-1125) (-) m/z 59.10 100.00%
59.1
5000
77.1 105.0
43.0 USRS SRS SR SRR
8.40 8.60 8.80 9.00
ob b b hero a0 4777105.00  29.01%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33322: 2-Hydroxy-iso-butyrophenone
59.0
5000 USRS SRS SR R
8.40 8.60 8.80 9.00
43.0 77.0 105.0 m/z 77.10 26 .56%
oL 290 dor 91.0 ‘\ 121.0 149.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance
59.0
840 8.60 880 9.00
5000 m/z 51.00 16.57%
75.0 105.0
0 430 121.0 149.0 165.0 180.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #21992: Propionic acid, 2-isopropoxy-, methyl ester T
59.0 8.40 8.60 8.80 9.00
m/z 43.00 16.43%
5000
29.0 43.0
oL il 740 870 1030116.0
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111317\
Data File : BF100517.D

Aca On : 13 Nov 2017 22:15

Operator : SJ/JU

Sample : 16388-11

Misc :

ALS Vial : 23 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 5 Benzophenone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.64 5.61 ng 151827 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 1.2.4.5-Tetroxane. 3.3.6.6-tetra... 396 C26H2004 016204-36-7 78
3 2-Phenvl-4-ethvlidene-2-oxazolin... 187 C11H9NO2 037791-41-6 47
4 Benzenebutanoic acid. .gamma.-oxo- 178 C10H1003 002051-95-8 47
5 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 47
Abundance Scan 1454 (10.639 min): BF100517.D (-1450) (-) m/z 105.00 100.00%
106.0
77.0 182.1
5000
51.0 I | U
1521 10.40 10.60 10.80 11.00
o) ISR S N M- 1S M | B m/z 77.00 59.37%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47243: Benzophenone
105.0
7.0 182.0
5000 R LN SO S B
0 10.40 10.60 10.80 11.00
oL m/z 182.10 58.59%
oL 270 \ Al 1260 1520 i
mz-> 20 40 60 80 100 120 140 160 180
Abundance
770 105.0
10,40 10,60 10.80 11.00
5000 182.0 m/z 51.00 24 _25%
51.0
32.0 150.0
L L L L L W U L L L UL WL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #50967: 2-Phenyl-4-ethylidene-2-oxazolin-5-one A e  EREas me
105.0 10.40 10.60 10.80 11.00
m/z 181.10 9.88%
77.0
5000
51.0
un |, l91.0 || 121.0 143.0 160.0 187.0
0I'"'I'"'I'"'I""I""I""I""IIIII TTrT TTTTTTTT T T T T T T T T

T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111317\
Data File : BF100517.D

Aca On : 13 Nov 2017 22:15

Operator : SJ/JU

Sample : 16388-11

Misc :

ALS Vial : 23 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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.88 6.20 ng 137114 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 93
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 93
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 93
Abundance Scan 2005 (13.880 min): BF100517.D (-2002) (-) m/z 57.10 100.00%
57.1
97.1
5000
SR AR SUNRILE SR B
39.1 326.1 13.60 13.80 14.00 14.20
0...tq.L.thﬂ.#p:..??g}..,...w..n.,....,.... m/z 43.05 94.22%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
550 oo,
5000 SR AR SUNILE S SR
13.60 13.80 14.00 14.20
m/z 55.05 93.89%
39.0
NECLANA R 1 ) 1820 2240 2660
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
97.0 '13.60 13.80 14.00 14.20
5000 m/z 83.10 82.20%
o 169.0 238.0 283.0 434.0
m/z--> §0 160 1%0 260 2éo 360 3%0 460
Abundance #175127: Trifluoroacetoxy hexadecane A A T T P T
57.0 13.60 13.80 14.00 14.20
97.0 m/z 97.10 71.97%
5000
o150 | | \ | | 1390 1960 2600 3200 LWN
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 350 4(')0 13.60 13.80 14.00 14.20

8270-BF110817.M Tue Nov 14 11:53:40 2017 Page: 7



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111317\
Data File : BF100517.D

Aca On : 13 Nov 2017 22:15

Operator : SJ/JU

Sample : 16388-11

Misc :

ALS Vial : 23 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 unknownl14.93 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.93 5.41 ng 91551 Perylene-d12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.8a-Dimethvl-6-(2-methvl-oxiran... 234 C15H2202 1000189-11-4 38
2 2H-1.2.3-Triazole-4-carboxaldehyv... 191 C9H6FN30 051306-43-5 38
3 Citenamide 235 C16H13NO 010423-37-7 35
4 Bicvclol2.2.11heptane. 2.2.3-tri... 138 C10H18 020536-40-7 25
5 1-(3-Nitro-phenyl)-pyrrolidine 192 C10H12N202 1000300-34-7 25

Abundance Scan 2183 (14.927 min): BF100517.D (-2179) (-) m/z 191.15 100.00%
194.2
95.0
5000 550 123.1
511 23[‘-3 gL 3432 14.60 14.80 15.00 15.20
0 L e e e T m/z 95.05 54 _.86%
m/z--> 50 100 150 200 250 300 350
Abundance #89137: 4,8a-Dimethyl-6-(2-methyl-oxiran-2-yl)-4a,5,6,7,8, ...
95.0 191.0
5000 R N IR BRI UGS
234.0 14.60 14.80 15.00 15.20
161.0 ‘ m/z 81.00 54.81%
o " L‘M Iu\‘\l \‘ MLI “. AL ——— ——— :
m/z--> 50 100 150 200 250 300 350
Abundance
191.0
109.0 R —
14.60 14.80 15.00 15.20
5000 82.0 m/z 55.05 51.09%
136.0
56.0 162.0
-7
m/z--> 50 100 150 200 250 300 350
Abundance #89933: Citenamide R B B
191.0 14.60 14.80 15.00 15.20
m/z 109.10 44 . 79%
5000
235.0
165.0
O 71 "|LJ"‘{|' UL DALY SR B R N IR BRI UGS
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF111317\
Data File : BF100517.D

Acq On : 13 Nov 2017 22:15

Operator : SJ/JU

Sample - 16388-11

Misc :

ALS Vial : 23 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... 5.12 12.1 ng 269621 1 6.89 446065 20.0
unknown6 .66 6.66 67.3 ng 1501490 1 6.89 446065 20.0
2-Hydroxy-iso-but. .. 8.73 2.3 ng 63243 2 8.17 562470 20.0
Benzophenone 10.64 5.6 ng 151827 3 9.93 541429 20.0
1-Heneicosanol 13.88 6.2 ng 137114 5 14.05 442459 20.0
unknownl14 .93 14.93 5.4 ng 91551 6 15.53 338544 20.0

8270-BF110817.M Tue Nov 14 11:53:40 2017 Page: 9



