LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\

Data File : BF098822.D

Aca On : 26 Sep 2017 10:23 Instrument :
Operator : SJ/JU gmgigamlem'
3?22'6 i 15385-01 ogmlrgoﬂloe
ALS Vial : 36 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-BF092317.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 2.199 15 19 38 rvB 262877 472687 10.68% 1.829%
2 5.128 514 517 527 rVB 194150 193279 4_.37% 0.748%
3 5.522 580 584 588 rBY 1396124 1245098 28.13% 4.818%
4 6.522 751 754 758 rBV 867336 774582 17 .50% 2.997%
5 6.681 776 781 784 rBV 2411302 2278853 51.48% 8.818%

6.910 817 820 824 rBV 962018 783105 17.69% 3.030%
7.069 843 847 850 rBV 3164458 2917604 65.91% 11.290%
7.475 910 916 919 rBV 2425532 2443573 55.20% 9.456%
8.192 1034 1038 1042 rBV 1282648 1076051 24.31% 4.164%
9.269 1216 1221 1224 rBV 4446190 4426484 100.00% 17.129%

=
QO ~NO®

11 9.657 1283 1287 1290 rBV 205900 150859 3.41% 0.584%
12 9.951 1333 1337 1341 rvVB 1311860 1142576 25.81% 4.421%
13 10.739 1466 1471 1474 rBV 1675086 1622678 36.66% 6.279%
14 10.857 1486 1491 1494 rBV 62387 80081 1.81% 0.310%
15 11.433 1585 1589 1593 rBV 1160872 1059564 23.94% 4._.100%

16 12.833 1823 1827 1830 rBV 269348 206630 4.67% 0.800%
17 13.021 1854 1859 1862 rBV 3413408 3287802 74.28% 12.723%
18 13.539 1943 1947 1950 rBV 165453 138348 3.13% 0.535%
19 13.904 2005 2009 2018 rBV2 55308 74787 1.69% 0.289%
20 14.074 2034 2038 2041 rVB 746290 677156 15.30% 2.620%

21 15.562 2285 2291 2304 rVB 517428 686663 15.51% 2.657%

22 16.545 2453 2458 2466 rVB3 31338 57335 1.30% 0.222%
23 17.886 2680 2686 2693 rVB5 19554 46599 1.05% 0.180%
Sum of corrected areas: 25842394
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF092517\

BF098822.D

26 Sep 2017 10:23

SJ/JuU

15385-01 092117-SIDI-F-D-B
36 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF092317.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BF098822.D

7.07

6.68 7.47

5.52

6.52 6.91

5.13

0
Time-->

6.00

5.50

5.00

4.00

4.50

6.50

7.00

7.50

Abundance

4000000

3000000

2000000

1000000

TIC: BF098822.D

13.02

10.74

8.19 9.95

11.43

13.54

S

9.66 10.86

A

OF——
Time-->

12.00

11.50

10.50 11.00

10.00 12.50 13.00 13.50

9.50

Abundance

4000000

3000000

2000000

1000000

TIC: BF098822.D

14.07
15.56

13.90

16.54

17.89

Time-->

14.00

14.50

15.00

15.50

16.00

16.50

17.00

17.50

18.00

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\

Data File : BF098822.D

Aca On : 26 Sep 2017 10:23

Operator : SJ/JU

ﬁ?ggle i 15385-01 092117-SIDI-F-D-B
ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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.

2.20 12.07 ng 472687 1,4-Dichlorobenzene-d4 6.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 37
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 19 (2.199 min): BF098822.D (-15) (-) m/z 73.05 100.00%
73.0
5000 430
55.0 87.0 D —
2.20 2.30 2.40 2.50 2.60
e e ey || M/ 43.05  37.53%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
5000
430 S50 2.20 2.30 2.40 2.50 2.60
87.0 m/z 55.00 26 .38%
27.0
UL I SULRS | "'H““"'“M J..I.‘...|§4'9.H.:. BUNERS |"'%qlfp"|
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance
73.0
2.20 2.30 2.40 2.50 2.60
5000 m/z 87.05 24 _.97%
43.0
20 150 290 53.0 64.0 88.0
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #2051: 1,3-Dioxolane, 2-methyl- R e ARAARN RamE L L
73.0 2.20 2.30 2.40 2.50 2.60
m/z 41.05 12.52%
5000 43.0
58.0
[ N .
m/z--> 0 10 20 30 40 50 60 70 8 90 100 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\

Data File : BF098822.D

Aca On : 26 Sep 2017 10:23

Operator : SJ/JU

ﬁ?ggle i 15385-01 092117-SIDI-F-D-B
ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 5

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

5.13 4.94 ng 193279 1,4-Dichlorobenzene-d4 6.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 9

Abundance Scan 517 (5.128 min): BF098822.D (-514) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.0 IS SRR RN R
| 83.0 | 070 480 5.00 5.20 5.40
e | NI AV HNEMMMMIMUMMMNMI S IELS m/z 59.00 55.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RS UL UL AL
59.0 480 500 520 540
0
150 1010 m/z 101.00 19.10%
H\‘ i Tl 83'0 \‘
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
480 500 520 540
5000 m/z 58.00 16.23%
101.0
15.0 60.0  84.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester EAm T e
54.0 480 5.00 5.20 5.40
m/z 41.10 8.35%
5000 41.0
'"'|'"'Mm"dW""|""|""%%99%1%9"|""|""|"'
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40

8270-BF092317.M Tue Sep 26 14:42:51 2017 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\

Data File : BF098822.D

Aca On : 26 Sep 2017 10:23

Operator : SJ/JU

ﬁ?ggle i 15385-01 092117-SIDI-F-D-B
ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknown6.68 Concentration Rank 2

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

6.68 58.20 ng 2278850 1,4-Dichlorobenzene-d4 6.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 12
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 781 (6.681 min): BF098822.D (-776) (-) m/z 132.00 100.00%
13p.0
5000 68.1
96.0 P ASESE SRS SRR S
40.0 6.40 6.60 6.80 7.00
W0 220 Tm/z 68,10 36.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 DU S U
6.40 6.60 6.80 7.00
310 510 ‘ m/z 134.00 32.26%
‘ I, 1 H | !
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260
Abundance
132.0
640 6.60 6.80 7.00
5000 67.0 m/z 66.00 23.21%
41.0 97.0
115.0
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260
Abundance #14491: 5-Aminoindole ||||||ll\l|llll|llll|llll
132.0 6.40 6.60 6.80 7.00
m/z 69.10 13.93%
5000
104.0
66.0
27.0 500 | ;880 | \
m/z--> 2'0 4'0 6|0 8|O 1(')0 12'0 14'10 1('30 1&'30 2(')0 6.|40 6.%0 6.|80 7.'00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\

Data File : BF098822.D

Aca On : 26 Sep 2017 10:23

Operator : SJ/JU

ﬁ?ggle i 15385-01 092117-SIDI-F-D-B
ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Hexadecanoic acid, butyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.83 6.10 ng 206630 Chrysene-di12 14 .07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 83
3 1-Pentene. 2.4-dimethvl- 98 C7H14 002213-32-3 27
4 1-Heptene. 2-methvl- 112 C8H16 015870-10-7 27
5 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 27

Abundance Scan 1826 (12.827 min): BF098822.D (-1823) (-) m/z 56.10 100.00%
56.1
5000
129.0 L I SN RN SR
83.0 1560 1851 2131 272 12.60 12.80 13.00 13.20
: m/z 57.05 58.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154930: Hexadecanoic acid, buty| ester
56.0
5000
2570 12.60 12.80 13.00 13.20
29.0 630 : m/z 43.05 43.08%
‘\ ‘ | h H‘ i H\‘ 1570 18502130 | | g3 3120
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 300
Abundance
56.0
' 12:60 12.80 13.00 13.20
5000 m/z 41.00 39.44%
29.0
. 129.0
83.0 157.0 185.0 213.0 257'0281.0 312.0
Wrmﬂmmwwﬁwwwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #3355: 1-Pentene, 2,4-dimethyl- e A ARRREEE
56.0 12.60 12.80 13.00 13.20
m/z 55.00 30.32%
5000
27.0
98.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1260 12:80 13.00 13.20
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Library Search Compound Report

8270-BF092317.M Tue Sep 26 14:42:53 2017

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\

Data File : BF098822.D

Aca On : 26 Sep 2017 10:23

Operator : SJ/JU

ﬁ?ggle i 15385-01 092117-SIDI-F-D-B
ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 6 Butyl myristate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.54  4.09ng 138348  Chrysene-d12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Butvl myristate 284 C18H3602 000110-36-1 59

2 Nipecotic acid 129 C6H11NO2 000498-95-3 38
3 1.3-Pentanediol. 2.2.4-trimethvl- 146 C8H1802 000144-19-4 37
4 Oxirane. (1-methvibutv)- 114 C7H140 053229-39-3 35
5 Cyclobutane, 1-hexyl-2,3-dimethyl- 168 C12H24 055170-84-8 35
Abundance Scan 1947 (13.539 min): BF098822.D (-1943) (-) m/z 56.00 100.00%
58.0
5000
83.1 1291 285.3 RSB
|| "‘ 1574 1851 241.2 13.20 13.40 13.60 13.80
..q””%..PL. : m/z 57.05 55.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131257: Butyl myristate
w000 2290 17120 1940 1350 1350
0
‘ 630 1290 85.0 284.0 m/z 43.00 43.01%
SN o O - O B - SN M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
13.20 13.40 13.60 13.80
5000 m/z 41.00 35.63%
30.0 84.0 1290
mﬂmmmwmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 w
Abundance #22128: 1,3-Pentanediol, 2,2,4-trimethyl- U BLBLELLS B L B L B
56.0 13.20 13.40 13.60 13.80
m/z 55.00 30.43%
5000
29.0 “85.0 ,V\N,whwvﬂﬁdeJLM&UHhNMN_}\»\u
'“lJMWJ" ”lWJ”.A.”}?gﬂ..” SRR DA S LA BARAS AR BARAS A AR AR AR IR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13 20 13. 40 13 60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\

Data File : BF098822.D

Aca On : 26 Sep 2017 10:23

Operator : SJ/JU

ﬁ?ggle i 15385-01 092117-SIDI-F-D-B
ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Tricosyl trifluoroacetate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.90 2.21 ng 74787 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosvl trifluoroacetate 436 C25H47F302 1000351-75-1 91
2 1-Hexadecanol. 2-methvl- 256 C17H360 002490-48-4 91
3 Dotriacontvl pentafluoropropionate 612 C35H65F502 1000351-81-4 90
4 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 90
5 Octacosyl heptafluorobutyrate 606 C32H57F702 1000351-83-6 90
Abundance Scan 2008 (13.898 min): BF098822.D (-2005) (-) m/z 56.95 100.00%
510
5000 M‘
11.0
R AU BN U
. 13.60 13.80 14.00 14.20
...'.,....,.'.|.'."....,....,...3.0,1.9...,....,....,....,....,....,. m/z 43.05 79.90%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223732: Tricosy! trifluoroacetate
57.0
5000 R UL SN B SULR A
11.0 1360 13.80 14.00 14.20
m/z 69.00 71.31%
1l 4 “‘ ‘h i “ 1 167 0 222 0266.0 322.0367.0 418.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
R R B
13.60 13.80 14.00 14.20
5000 m/z 82.95 68.04%
111.0
1680 2380
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241397: Dotriaconty| pentafluoropropionate
57.0 13.60 13.80 14.00 14.20
m/z 97.00 66.59%
5000 11.0
‘ l;1670 222.0 278.0 334.0 390.0 448.0493.0 594.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 13.60 13.80 14.00 14.20

8270-BF092317.M Tue Sep 26 14:42:54 2017 Page: 8



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF092517\

Data File : BF098822.D

Acq On : 26 Sep 2017 10:23

Operator : SJ/JU

3?22'6 i 15385-01 092117-SIDI-E-D-B
ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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... 2.20 12.1 ng 472687 1 6.91 783105 20.0
2-Pentanone, 4-hy... 5.13 4.9 ng 193279 1 6.91 783105 20.0
unknown6 .68 6.68 58.2 ng 2278850 1 6.91 783105 20.0
Hexadecanoic acid... 12.83 6.1 ng 206630 5 14.07 677156 20.0
Butyl myristate 13.54 4.1 ng 138348 5 14.07 677156 20.0
Tricosyl trifluor... 13.90 2.2 ng 74787 5 14.07 677156 20.0
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