LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081217\
Data File : BF097645.D

Aca On : 12 Aug 2017 20:54

Operator : SJ/JU

Sample : 14631-04

Misc :

ALS Vial : 14 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-BF081117.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

4.739 514 519 533 rBV 38033 102144 3.25% 0.319%
5.298 606 614 622 rBv4 12153 36223 1.15% 0.113%
rBv 697391 1703452 54.22% 5.325%
7.069 912 915 926 rBV 444574 1056814 33.64% 3.304%
7.157 926 930 946 rVB 1668830 2927515 93.18% 9.152%
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7.498 984 988 1001 rBV 588257 810325 25.79% 2.533%
7.739 1023 1029 1041 rBV 1684312 2481992 79.00% 7.759%
rBve6 19918 45785 1.46% 0.143%
8.322 1125 1128 1136 rBV3 69002 170824 5.44% 0.534%
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1 8.410 1138 1143 1152 rBV 1460236 2199412 70.00% 6.876%
11 8.522 1158 1162 1169 rVB2 47556 78749 2.51% 0.246%
12 8.586 1169 1173 1178 rBvV4 38061 62937 2.00% 0.197%
13 8.863 1216 1220 1231 rVB7 36647 86010 2.74% 0.269%
14 9.245 1279 1285 1288 rBV6 32382 61180 1.95% 0.191%
15 9.298 1292 1294 1299 rVB3 21859 32519 1.04% 0.102%
16 9.374 1304 1307 1313 rVB3 40233 58348 1.86% 0.182%
17 9.469 1317 1323 1326 rBV6 39857 86157 2.74% 0.269%

18 9.527 1328 1333 1342 rVV 771372 1053568 33.53% 3.294%
19 9.616 1342 1348 1352 rVB4 70167 148418 4.72% 0.464%

20 9.710 1360 1364 1366 rBV3 27363 43325 1.38% 0.135%
21 9.745 1366 1370 1373 rVB5 37724 56182 1.79% 0.176%
22 9.898 1392 1396 1400 rBV6 25365 48943 1.56% 0.153%
23 9.939 1400 1403 1406 rvv3 27954 34778 1.11% 0.109%
24 10.145 1434 1438 1442 rVB2 68014 83189 2.65% 0.260%

25 10.257 1449 1457 1463 rBV 159193 520349 16.56% 1.627%

26 10.639 1517 1522 1525 rBV4 115226 226731 7.22% 0.709%
27 10.792 1541 1548 1553 rBV3 205781 494030 15.72% 1.544%
28 10.851 1555 1558 1561 rVV3 73386 111653 3.55% 0.349%
29 11.310 1629 1636 1640 rBV 1952731 2852323 90.78% 8.917%
30 12.357 1810 1814 1818 rBV2 515336 712181 22.67% 2.226%

31 14.762 2220 2223 2233 rVB 451942 714797 22.75% 2.235%
32 17.121 2620 2624 2628 rVB 1067244 1302554 41.46% 4.072%
33 18.462 2849 2852 2859 rVB 410276 460507 14.66% 1.440%
34 19.421 3010 3015 3026 rVvB4 810298 1536782 48.91% 4._.804%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081217\
Data File : BF097645.D

Aca On : 12 Aug 2017 20:54

Operator : SJ/JU

Sample : 14631-04

Misc :

ALS Vial : 14 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF081117.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 19.774 3071 3075 3084 rVB4 842331 1319445 41.99% 4.125%

36 20.121 3129 3134 3142 rVB3 1943196 3141931 100.00% 9.822%
37 20.456 3186 3191 3204 rVB 1171897 1742569 55.46% 5.447%
38 20.838 3250 3256 3267 rVB 1497968 2587785 82.36% 8.090%
39 21.262 3323 3328 3342 rVB 248826 520314 16.56% 1.627%
40 21.756 3409 3412 3425 rVB4 134265 276374 8.80% 0.864%

Sum of corrected areas: 31989114
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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\BF081217\

BF097645.D

12 Aug 2017 20:54

SJ/Ju

14631-04

14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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\BF081217\
Data File : BF097645.D

Aca On : 12 Aug 2017 20:54

Operator : SJ/JU

Sample : 14631-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 12

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

4.74 2.52 ng 102144 1,4-Dichlorobenzene-d4 7.50
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 2-Propvn-1-ol. acetate 98 C5H602 000627-09-8 9
4 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
5 Propylamine 59 C3HON 000107-10-8 9

Abundance Scan 519 (4.739 min): BF097645.D (-514) (-) m/z 42.95 100.00%
43.0
5000 59.0
| 630 1o|1.o 440 460 4.80 5.00
o O | RS | . + . SN E m/z 59.00 51.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 4.40 4.60 4.80 5.00
0
150 a0 1010 m/z 101.00 14.92%
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
570 440 460 480 500
5000 m/z 58.00 14.02%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3098: 2—Pr0pyn—l—0|, acetate L L L I IAI T
43.0 440 4.60 4.80 5.00
m/z 41.00 10.76%
5000
0 55‘.0 70.0 98.0
mz-> 10 20 30 40 50 60 70 8 90 100 110 440 460 480 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081217\
Data File : BF097645.D

Aca On : 12 Aug 2017 20:54

Operator : SJ/JU

Sample : 14631-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_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 2 unknown7.16 Concentration Rank 1

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

7.16 72.26 ng 2927520 1,4-Dichlorobenzene-d4 7.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
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 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 931 (7.163 min): BF097645.D (-926) (-) m/z 132.00 100.00%
132.0
5000 68.1 /k
201 °1 ok 7h 7k Th
01 : e B m/z 68.10 39.03%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SR S UL L
6.80 7.00 7.20 7.40
310 510 m/z 134.00 32.69%
0 ‘ L1 H | L 1
LERELS FURLELELS FURLLAL SLEL LS LR UL DR B UL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
6.80 7.00 7.20 7.40
5000 m/z 66.00 26.03%
104.0
0 270 510 %80 44,
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! e N RERREEEsEs
57.0 132.0 6.80 7.00 7.20 7.40
m/z 69.05 14.98%
74.0
5000 98.0 116.0
0||||||||||||‘|‘|‘|‘||‘|h|||“|||‘H“||‘|“|||‘H||||:!-5|8|.q||||]:8|9.|0| e AR RS
m/z--> 20 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081217\
Data File : BF097645.D

Aca On : 12 Aug 2017 20:54

Operator : SJ/JU

Sample : 14631-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_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 4 unknown9.62 Concentration Rank 11

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

9.62 2.82 ng 148418 Naphthalene-d8 9.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Methvloctahvdrocoumarin 168 C10H1602 080648-29-9 43
2 Cvclopropane. 1-(l1-methvlethvD)-... 152 C11H20 056259-17-7 35
3 Cvclohexene. 1-methvl- 96 C7H12 000591-49-1 30
4 Cvclopropane. 2-methvlene-l1-prop... 110 C7H100 1000157-08-1 27
5 Furan, 2-ethyl- 96 C6H80 003208-16-0 27

Abundance Scan 1349 (9.622 min): BF097645.D (-1342) (-) m/z 55.10 100.00%
410 58.1 69.1
87.0
5000
1111 1331 N
152.0 9.40 9.60 9.80 10.00
ol T m/z 69.10 96.13%
m/z--> 20 40 60 80 100 120 140 160
Abundance #36355: 6-Methyloctahydrocoumarin
81.0
55.0
5000 41.0 96.0 s AR e S
9.40 9.60 9.80 1000
: 111.0 m/z 41.00 93.87%
‘ ‘ | M | 12401390 168.0
oL - \‘ H“‘. ‘l“..“ .‘l‘l.ll...‘luuuuluk..
m/z--> 20 40 60 80 100 120 140 160
Abundance
81.0
940 9.60 9.80 10.00
0
5000 96.0109.0 m/z 70.05 84 ._.42%
41.0 67.0
o 54,0 13,0 137:0 152.0
miz--> 20 40 60 80 100 120 140 160
Abundance #2881: Cyclohexene, 1-methyl- A L R REmms e
81.0 9.40 9.60 9.80 10.00
m/z 81.10 71.74%
5000 300 550 80 96.0
0 | ||
ok | ”..‘l‘..“l.l“..‘....luuuu — R
m/z--> 20 40 60 80 100 120 140 160 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081217\
Data File : BF097645.D

Aca On : 12 Aug 2017 20:54

Operator : SJ/JU

Sample : 14631-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_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 Benzeneacetic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.26 9.88 ng 520349 Naphthalene-d8 9.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneacetic acid 136 C8H802 000103-82-2 93
2 Benzoic acid. 4-methvl- 136 C8H802 000099-94-5 58
3 p-Methvlbenzeneboronic acid 136 C7H9BO2 005720-05-8 53
4 Benzoic acid. 3-methvyl- 136 C8H802 000099-04-7 50
5 3-Benzylsulfanyl-3-fluoro-2-trif... 294 C12H10F402S 1000275-92-0 47
Abundance Scan 1458 (10.263 min): BF097645.D (-1449) (-) m/z 91.10 100.00%
91.1
5000
136.1
65.0
. 1211 10.00 10.20 10.40 10.60
52.0 78.0 107.0 155.0
0'”P”W””P”mﬂhﬁ“WmLP“W”“d“H“”P”Wh”v”ﬂ””v”ﬂ““v m/z 136.10 32.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #16277: Benzeneacetic acid
91.0
5000
136.0 10.00 10.20 10.40 10.60
65.0 : m/z 65.00 17.00%
o 260 %520 | 780 | 10501180
m/z--> 1'0 2'0 3'0 4'0 5'0 6|0 70 80 9'0 100 110 12'0 150 14'10 1éo 1('30 '
Abundance
91.0
1190 136.0 10.00 10.20 10.40 10.60
5000 m/z 92.00 16.51%
. 18.0 520 | 780 | 1050
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #16179: p-Methylbenzeneboronic acid R RN amaa st e e
91.0 10.00 10.20 10.40 10.60
m/z 121.10 10.84%
136.0
5000
45.0 65.0
o 270 | “ 7m0 | 10a0tTO |
m/z--> 1'0 2'0 3'0 4'0 5'0 6|0 70 80 9'0 100 110 12'0 150 14'10 1éo 1('30 ' 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081217\
Data File : BF097645.D

Aca On : 12 Aug 2017 20:54

Operator : SJ/JU

Sample : 14631-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_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 6 unknownlO.64 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.64 4_.30 ng 226731 Naphthalene-d8 9.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropanecarboxvlic acid. non... 212 C13H2402 060128-06-5 35
2 2-Propenoic acid. 2-methvl-. dec... 226 C14H2602 003179-47-3 35
3 2-Propenoic acid. 2-methvl-. hex... 170 C10H1802 000142-09-6 27
4 _alpha.-D-Glucopvranoside. methv... 319 C14H25N0O7 036663-25-9 27
5 N,N-Dimethylvaleramide 129 C7H15NO 006225-06-5 22
Abundance Scan 1522 (10.639 min): BF097645.D (-1517) (-) m/z 55.00 100.00%
58.0
87.1
5000
11011271
3 155.1 10.40 10.60 10.80 11.00
0 m/z 41.05 77.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71112: Cyclopropanecat boxylic acid, nonyl ester
69.0 87.0
5000 LSRN B FULIULN UL S
41.0 10,40 10.60 10.80 11.00
126.0 m/z 87.10 73.27%
0...,....,....,....,....,....,....,.1.5.“'.0.... e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
69.0 87.0
41.0 " 10.40 10,60 10.80 11.00
5000 m/z 69.10 70.30%
111.0  140.0
ol20 Ll AL 1570 183D 208.0227.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38070: 2-Propenoic acid, 2-methyl-, hexyl ester b RRREE EE s
69.0 g7.0 10.40 10.60 10.80 11.00
m/z 84.10 54_.11%
41.0
5000
0L15:0 | ‘ \‘ ‘ |l 1130 1410 1700
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081217\
Data File : BF097645.D

Aca On : 12 Aug 2017 20:54

Operator : SJ/JU

Sample : 14631-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 unknownl10.79 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.79 9.38 ng 494030 Naphthalene-d8 9.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cvclohexane. 1.1.2.3-tetramethvl- 140 C10H20 006783-92-2 47
2 1.6-Heptadiene. 2.5.5-trimethvl- 138 C10H18 062238-28-2 43

3 4-Nonene. 2.3.3-trimethvl-. (2)- 168 Cl1l2H24 063830-68-2 43
4 Bicvclol2.2.11heptan-2-one. 5.5.... 152 C10H160 003649-86-3 30
5 Cyclooctane, ethyl- 140 C10H20 013152-02-8 27
Abundance Scan 1548 (10.792 min): BF097645.D (-1541) (-) m/z 69.10 100.00%
5000
01521 1701 10.40 10.60 10.80 11.00 11.20
O : : m/z 55.00 72.86%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #18043: Cyclohexane, 1,1,2,3-tetramethyl-
69.0
41.0 55.0
5000 LA L L L L L L L L LB
270 125.0 10 40 10. 60 10 80 11. OO 11. 20
83.0 m/z 95.10 67-37%
‘ 97.0 111.0 140.0
0”P“wuupuw””pJnLumnqHMPHWL”PAWHHLHWHHPHWHH
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
41.0
69.0 N —
55.0 10.40 10.60 10.80 11.00 11.20
5000 95.0 m/z 41.10 62.13%
270 o 123.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #36856: 4-Nonene, 2,3,3-trimethyl-, (2)- s Emam e B
69.0 10.40 10.60 10.80 11.00 11.20
m/z 125.10 44 _58%
5000
410 g5
27 0 83.0 125.0
0 ‘H I 9.0 1110 168.0
”P”qunpnq””p”qnupuq””P”quupu.””P”qunpnq””, R RN ERERE R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 10 40 10. 60 10 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081217\
Data File : BF097645.D

Aca On : 12 Aug 2017 20:54

Operator : SJ/JU

Sample : 14631-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 8 unknownl10.85 Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
10.85 2.12 ng 111653 Naphthalene-d8 9.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 R(-)-1-Cvano-2-methvlpvrrolidine 110 C6H10N2 1000145-01-8 47
2 Cvclopenten-4-one. 1.2.3.3-tetra... 138 C9H140 1000163-38-6 47
3 2-Furancarboxvlic acid. 2-ethvlc... 222 C13H1803 1000278-83-7 40
4 1.3-Dimethvl-5-trifluoroacetoxvc... 224 C10H15F302 1000216-63-7 40
5 1-Butanone, 1-(2-furanyl)- 138 C8H1002 004208-57-5 38
Abundance Scan 1558 (10.851 min): BF097645.D (-1555) (-) m/z 95.10 100.00%
95.1
55.0
111.1
5000
39,0
‘|| | 31.0 166.1 10.60 10.80 11.00 11.20
0,....,'.""“' """'l."'l.'. m/z 55.00 69.23Y%
mz-> 20 40 60 100 120 140 160 180 200 220
Abundance #5746. R(-)-1-Cyano-2-methylpyrrolidine
95.0
41.0
5000 68.0 LR IR B IR I
10,60 10.80 11.00 11.20
m/z 69.10 58.31%
R
0 ‘“'l””'wm L B B S S SR SRR
mz-> 2 40 60 80 100 120 140 160 180 200 220
Abundance
95.0
138.0 10,60 10.80 11.00 11.20
5000 m/z 111.10 53.18%
67.0
41.0
111.0
R S L U B B WL S WL L
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79045: 2-Furancarboxylic acid, 2-ethylcyclohexyl ester T
95.0 10.60 10.80 11.00 11.20
m/z 110.10 38.98%
39.0
5000
67.0
113.0
mz-> 20 40 80 100 120 140 160 180 200 220 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081217\
Data File : BF097645.D

Aca On : 12 Aug 2017 20:54

Operator : SJ/JU

Sample : 14631-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_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 9 Octadecyl trifluoroacetate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.42 9.78 ng 1536780 Perylene-di12 20.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 70
2 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 70
3 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 70
4 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 70
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 62
Abundance Scan 3015 (19.421 min): BF097645.D (-3010) (-) m/z 57.10 100.00%
57.1
5000 97.1 173.2 \
R NN BN BN I
19.20 19.40 19.60 19.80
ol 224.1 269.1 308.0342.1 396.4 m/z 43.05 97 . 34%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194196: Octadecyl trifluoroacetate
57.0
5000 LRI SULIULN BN BN B
19.20 1940 19.60 19.80
m/z 55.00 64 .85%
oL u‘ H‘ h _3?? 1820 2520 297.0 3480
m/z--> 50 150 200 250 300 350 400 450
Abundance
57.0
or.0 R NN BN BN I
19.20 19.40 19.60 19.80
5000 m/z 41.10 50.40%
0 1390 1890 2520 2970 398.0 ~ww/\~vﬂ~u~uv«/\x,quvw*N/\dwy
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #230207: Heptafluorobutyric acid, n-octadecyl ester M s )
57.0 19.20 19.40 19.60 19.80
97.0 m/z 83.10 47 .12%
oL 1, %1*0 6?'0 210.0 2520 2970 448.0
m/z--> éo 160 1%0 200 250 300 350 400 450 19.20 1940 19.60 19.80
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

> Z:\HPCHEMI\BNA F\DATA\BF081217\
: BF0O97645.D

: 12 Aug 2017 20:54

: SJ/JU

: 14631-04

14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_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 10 Heptadecyl heptafluorobutyrate Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
19.77 8.40 ng 1319450 Perylene-d12 20.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 76
2 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 76
3 Cvclooctacosane 392 C28H56 000297-24-5 76
4 1-Heptacosanol 396 C27H560 002004-39-9 76
5 1-Docosene 308 C22H44 001599-67-3 70

Abundance Scan 3074 (19.768 min): BF097645.D (-3071) (-) m/z 57.05 100.00%
57.0 h
5000 97.1
201.2
AUV SR
129.1 19.40 19.60 19.80 20.00
ok, 168 255.1 2941 m/z 43.05 91.99%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0
97.0
5000 AU AR U
19,40 19.60 19.80 20.00
m/z 55.00 65.28%
oL d | M‘ “‘ L im 0 1990 2380 amo 434.0
m/z--> 50 100 150 200 2éo 300 350 400
Abundance
57.0
97.0 AUV UG
19.40 19.60 19.80 20.00
5000 m/z 41.10 45_.67%
0l25:0 139.0 1800 2380 950 ‘/LJ\vA//\‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #208717: Cyclooctacosane L B o
57.0 19.40 19.60 19.80 20.00
m/z 83.10 41.24%
97.0
m/z--> 50 100 1&1;0 2(')0 25'30 300 350 400 1940 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081217\
Data File : BF097645.D

Aca On : 12 Aug 2017 20:54

Operator : SJ/JU

Sample : 14631-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_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 11 Eicosyl trifluoroacetate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
20.46 11.09 ng 1742570 Perylene-di12 20.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptadecvl heptafFluorobutvrate
2 Eicosvl trifluoroacetate
3 Octadecvl trifluoroacetate

452 C21H35F702
394 C22H41F302
366 C20H37F302

959085-66-6 89
1000351-75-2 76
079392-43-1 76

4 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 76
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 76
Abundance Scan 3192 (20.462 min): BF097645.D (-3186) (-) m/z 57.10 100.00%
57.1
5000 97.1
20.20 20.40 20.60 20.80
o, 2601 s111 4384 Tmsz 43.05 90.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0
97.0
5000 TT T[T T T T[T I rrrrrr[rrom
20.20 20.40 20.60 20.80
m/z 55.00 63.06%
169.0
RN LT ——.
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
97.0
R o e e O
20.20 20.40 20.60 20.80
5000 m/z 97.10 45.13%
139.0
o 182.0 224.0 280.0 325.0 376.0
i Ea e T o S A e
m/z--> 50 100 150 200 250 300 350 400
Abundance #194196: Octadecyl trifluoroacetate B R Rt
57.0 20.20 20.40 20.60 20.80
97.0 m/z 83.10 43.82%
5000
L J{ [} )19 190 2500 2070 sano
e T et s e e e B B R
m/z--> 50 100 150 200 250 300 350 400 20.20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081217\
Data File : BF097645.D

Aca On : 12 Aug 2017 20:54

Operator : SJ/JU

Sample : 14631-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_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 12 Ethanol, 2-(tetradecyloxy)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.84 16.47 ng 2587790 Perylene-di12 20.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 86
2 Tetracosvl heptafluorobutvrate 550 C28H49F702 1000351-83-7 76
3 Hexacosvl pentafluoropropionate 528 C29H53F502 1000351-81-2 76
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 76
5 Eicosyl trifluoroacetate 394 C22H41F302 1000351-75-2 76
Abundance Scan 3256 (20.838 min): BF097645.D (-3250) (-) m/z 57.05 100.00%
57.0
5000 }\ l
ER AU SR TN B
20.60 20.80 21.00 21.20
o 2691 327.1 m/z 43.10 87.79%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57.0
5000 LR BN BRI SURSL B
20. 60 20 80 21. oo 21 20
m/z 55.00 63.77%
Olﬁq{,l H‘ 1 ‘h 00 0 a0
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
97.0 " 20.60 20.80 21.00 21.20
5000 m/z 229.20 50.83%
0 13904, 0222 0264.0 336.0381.0 532.0
miz--> 0 55 160 1%0 200 250 300 3%0 460 4%0 560 '
Abundance #237739: Hexacosy! pentafluoropropionate
57.0 20.60 20.80 21.00 21.20
m/z 83.10 44 .14%
97.0
5000
¥3
oA AL} (18102220 278.0320.0364.04000 5100
miz--> 0 50 100 150 200 250 300 350 400 450 500 2060 2080 2100 2120
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081217\
Data File : BF097645.D

Aca On : 12 Aug 2017 20:54

Operator : SJ/JU

Sample : 14631-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_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 13 Cyclohexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.26 3.31 ng 520314 Perylene-di12 20.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 86
2 Hexacosvl pentafluoropropionate 528 C29H53F502 1000351-81-2 81
3 Heptacosvl pentafluoropropionate 542 C30H55F502 1000351-81-6 81
4 Heneicosvl heptafluorobutvrate 508 C25H43F702 1000351-83-8 81
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 81

Abundance Scan 3328 (21.262 min): BF097645.D (-3323) (-) m/z 57.05 100.00%

5000

.

AN s

21.00 21.20 21.40 21.60

288.3  356.1

(o} m/z 43.10 84 .10%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #81246: Cyclohexadecane
55.0
AN b
5000 TT T[T T T T[T I rrrrrr[rrom

21,00 21.20 21.40 21.60
m/z 55.00 60.16%

1 ‘\ \ ‘\ 2 ?,1,810224?

ol A4 S
m/z--> 50 150 200 250 300 350 400 450 500
Abundance
57.0
L B SRR
97.0 21.00 21.20 21.40 21.60
5000 m/z 97.10 47 .27%
139.0
0 181.0222.0 278.0320.0 364.0 409.0 510.0
i o o o e e R e ma s s am R
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #238675: Heptacosy| pentafluoropropionate R e
57.0 21.00 21.20 21.40 21.60
m/z 83.05 43 .37%
97.0
5000
39.
obd A % ,181.0222.0264.0306.0  378.0 423.0 524.0
m/z--> 50 100 150 200 250 300 350 400 450 500 21. OO 21 20 21. 40 21. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081217\
Data File : BF097645.D

Acq On : 12 Aug 2017 20:54

Operator : SJ/JU

Sample : 14631-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081117 .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]
2-Pentanone, 4-hy... 4.74 2.5 ng 102144 1 7.50 810325 20.0
unknown7 .16 7.16 72.3 ng 2927520 1 7.50 810325 20.0
unknown9 .62 9.62 2.8 ng 148418 2 9.53 1053570 20.0
Benzeneacetic acid 10.26 9.9 ng 520349 2 9.53 1053570 20.0
unknownl10.64 10.64 4.3 ng 226731 2 9.53 1053570 20.0
unknown10.79 10.79 9.4 ng 494030 2 9.53 1053570 20.0
unknown10.85 10.85 2.1 ng 111653 2 9.53 1053570 20.0
Octadecyl trifluo... 19.42 9.8 ng 1536780 6 20.13 3141930 20.0
Heptadecyl heptaf... 19.77 8.4 ng 1319450 6 20.13 3141930 20.0
Eicosyl trifluoro... 20.46 11.1 ng 1742570 6 20.13 3141930 20.0
Ethanol, 2-(tetra... 20.84 16.5 ng 2587790 6 20.13 3141930 20.0
Cyclohexadecane 21.26 3.3 ng 520314 6 20.13 3141930 20.0

8270-BF081117.M Mon Aug 14 14:21:57 2017 Page: 16



