LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\

Data File : BF100867.D

Aca On - 23 Nov 2017 11:33 Instrument :
Operator : SJ/JU BNA_F

Sample  : 16541-09 Gt lE)
Misc i 111717-SIDI-F-U-M
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-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 2.134 6 8 27 rVB 66505 175602 7.87% 1.418%
2 5.069 504 507 517 rBB 111848 113865 5.10% 0.919%
3 5.469 571 575 579 rBV 627953 556045 24.93% 4._.489%
4 6.481 743 747 756 rBB 408145 383322 17.18% 3.095%
5 6.628 767 772 775 rBVY 1137780 1042112 46.72% 8.413%
6 6.857 807 811 814 rBV 523177 398098 17.85% 3.214%
7 7.016 833 838 841 rBY 1706015 1466743 65.75% 11.841%
8 7.422 902 907 910 rBVY 1153520 1180459 52.92% 9.530%
9 8.139 1025 1029 1032 rBV 655534 524460 23.51% 4.234%
10 9.216 1207 1212 1215 rBV 2419590 2230647 100.00% 18.008%
11 9.604 1275 1278 1281 rBV 35877 27758 1.24% 0.224%

12 9.892 1322 1327 1331 rBV 617256 579229 25.97% 4.676%
13 10.680 1458 1461 1465 rBV 854253 783996 35.15% 6.329%
14 10.786 1476 1479 1485 rVB 27373 26710 1.20% 0.216%
15 11.380 1576 1580 1584 rBV 621653 506368 22.70% 4.088%

16 12.968 1845 1850 1853 rBV 1698045 1577310 70.71% 12.734%

17 13.851 1995 2000 2004 rBV 39262 40801 1.83% 0.329%
18 14.021 2025 2029 2032 rBV 389585 353029 15.83% 2.850%
19 14.857 2166 2171 2175 rBV 31498 30004 1.35% 0.242%

20 15.492 2273 2279 2290 rVB 311462 390308 17.50% 3.151%

Sum of corrected areas: 12386866
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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:\HPCHEMIN\BNA F\DATA\BF112217\

BF100867.D

23 Nov 2017 11:33

SJ/Ju

16541-09

38 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF110817.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

111717-SIDI-F-U-M
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\

Data File : BF100867.D

Aca On : 23 Nov 2017 11:33

Operator : SJ/JU

Sample : 16541-09 s Bl L
Misc :

ALS Vial : 38 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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.13 8.82 ng 175602 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 56
2 Silane. ethvitrimethvl- 102 C5H14Si 003439-38-1 9
3 1-Propene-1-thiol 74 C3H6S 000925-89-3 5
4 1.4-Butanediamine 88 C4H12N2 000110-60-1 5
5 1-Pentanamine 87 C5H13N 000110-58-7 5

Abundance Scan 7 (2.128 min): BF100867.D (-6) (-) m/z 73.10 100.00%
73.1
43.0
5000 550
87.0 RS UL A I I
| | | | | | 2.20 2.30 2.40 2.50
R m/z 43.00 48.85%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
43.0 2.20 2.30 2.40 2.50
' 55.0 87.0 m/z 55.00 35.85%
29.0 ‘
0 N AN ‘
LR UL S N UL SN SRS FUELLL UL B
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance
73.0
1220 2.30 240 250
5000 59.0 m/z 87.00 20.64%
87.0
43.0
29.0 102.0
R L B L L S L SO SIS WS O
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #827: l—Propene—l—thioI ’\ LI L L BB BB B
73.0 2.20 2.30 2.40 2.50
m/z 39.00 17.94%
5000
45.0
0 37'0\\‘ 55"(‘)‘ 65.0 i
m/z--> 20 30 40 50 60 70 80 9 100 110 220 230 2.40 250
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\

Data File : BF100867.D

Aca On : 23 Nov 2017 11:33

Operator : SJ/JU

Sample : 16541-09 s Bl L
Misc :

ALS Vial : 38 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.07 5.72 ng 113865 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 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 Morpholine., 4-methvl- 101 C5H11NO 000109-02-4 9
4 Butanamide. 2-hvdroxv-2.N-dimethvl- 117 C5H11NO2 039961-72-3 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 507 (5.069 min): BF100867.D (-504) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 RN S IR
| 83.0 4.80 500 5.20 5.40
o) SR 7 YRSV | PRERESAEc tAMMMMES NEMMSS m/z 59.10 58.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R RN SRS IR
4.80 500 5.20 5.40
59.0 m/z 101.10 19.62%
0 20 | a9y @0 g0 ™0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
480 500 520 540
5000 m/z 58.10 14 .93%
101.0
150 310 58.0 490 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4—methy|— TT T T[T T T T[T T T[T T T TITT
43.0 4.80 500 5.20 5.40
m/z 41.10 9.08%
5000
101.0
15.0
| 21. 560 T
0"'w*"w'NHV"'ﬁl"w'{'w"'h"'VQQQw"'V"'w R RN S IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\

Data File : BF100867.D

Aca On : 23 Nov 2017 11:33

Operator : SJ/JU

Sample : 16541-09 s Bl L
Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 3 unknown6.63 Concentration Rank 2

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

6.63 52.35 ng 1042110 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 772 (6.628 min): BF100867.D (-767) (-) m/z 132.00 100.00%
132.0
5000 68.1
01 541 || 9‘?-1 J 620 640 6.60 6.80 7.00
0 —+ e m/z 68.10 36.19%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 I I L IR L
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.10%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
74.0 620 640 6.60 6.80 7.00
5000 ggo 1160 m/z 66.10 22.53%
0 158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine R e B
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 13.99%
97.0
5000 0.0
31.0 520
O RS O M | S | S
m/z--> 40 60 80 100 120 140 160 180 6.0 640 6.60 6.80 7.00
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF112217\

BF100867.D
23 Nov 2017 11:33
SJ/Ju
16541-09
111717-SIDI-F-U-M
38 Sample Multiplier: 1

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

= 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 Nonadecyl pentafluoropropio... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.85 2.31 ng 40801 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Nonadecvl pentafluoropropionate
2 Octadecvl trifluoroacetate

3 1-Heptacosanol

4 Docosvl pentafluoropropionate

5 Heneicosyl heptafluorobutyrate

430 C22H39F502
366 C20H37F302
396 C27H560

472 C25H45F502
508 C25H43F702

1000351-88-8 91
079392-43-1 87
002004-39-9 87
1000351-80-9 83
1000351-83-8 83

m/z 57.10 100.00%

13.60 13.80 14.00 14.20

m/z 55.10 85 .54%

13.60 13.80 14.00 14.20

m/z 43.05 80.03%

13.60 13.80 14.00 14.20

m/z 83.10 74 .95%

A

13.60 13.80 14.00 14.20

Abundance Scan 2000 (13.851 min): BF100867.D (-1995) (-)
57.1
97.1
5000
Lyl e
o
m/z--> 50 100 150 200 250 300 350 400
Abundance #222139: Nonadecy! pentafluoropropionate
51.0 970
5000
39.0
02770‘ ! \H\ JM\R |, 1820 2220 266.0 3110 412.0
T T T T e e T —
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
97.0
5000
27,0 139.0 1550 252.0 297.0 3480
T T T T T T [ T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #210517: 1-Heptacosanol
57.0 |97.0
5000
39.0
o270l WL i [Ty, 1810 2220 2640 3060 348.0378.0
T T T T e T
m/z--> 50 100 150 200 250 300 350 400

m/z 69.00 63.76%

13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF112217\

Data File : BF100867.D

Acq On : 23 Nov 2017 11:33

Operator : SJ/JU

Sample - 16541-09 111717-SIDI-F-U-M
Misc :

ALS Vial : 38 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]
Butane, 2-methoxy... 2.13 8.8 ng 175602 1 6.86 398098 20.0
2-Pentanone, 4-hy... 5.07 5.7 ng 113865 1 6.86 398098 20.0
unknown6 .63 6.63 52.4 ng 1042110 1 6.86 398098 20.0
Nonadecyl pentafl... 13.85 2.3 ng 40801 5 14.02 353029 20.0
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