LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\
Data File : BF086873.D
Aca On : 10 May 2016 21:37 Instrument :
Operator : UM/SJ E?Afs el

- _ lentosampleld :
3?22'6 : H2916-08 ITALE-FILL-CSPH3-8K
ALS Vial : 22 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-BF050916.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 4.853 239 242 250 rBV 418934 896728 17.32% 2.032%
2 5.287 277 280 295 rBV 4400835 5040884 97.36% 11.422%
3 5.687 313 315 325 rVB 80706 116382 2.25% 0.264%
4 6.350 370 373 375 rBVY 4519731 5062447 97.77% 11.471%
5 6.464 380 383 385 rBY 3761174 5177678 100.00% 11.732%
6 6.682 400 402 408 rVB 1186238 1082994 20.92% 2.454%
7 6.842 413 416 418 rBV 4266607 3982015 76.91% 9.023%
8 7.127 440 441 450 rBV 48567 129273 2.50% 0.293%
9 7.253 450 452 455 rBV 2405457 3598177 69.49% 8.153%
10 7.390 462 464 468 rVB 42670 56437 1.09% 0.128%

11 7.973 512 515 517 rBV 1274861 1236023 23.87% 2.801%
12 9.048 607 609 612 rBV 4067927 4294159 82.94% 9.730%
13 9.448 642 644 648 rBvV 794629 707141 13.66% 1.602%
14 9.665 661 663 665 rBv 135748 140292 2.71% 0.318%
15 9.722 665 668 670 rBV 1161760 1177379 22.74% 2.668%

16 9.893 680 683 686 rBv2 28948 65051 1.26% 0.147%
17 10.156 705 706 708 rvB 234762 187862 3.63% 0.426%
18 10.373 722 725 729 rBV 72475 131703 2.54% 0.298%
19 10.511 734 737 739 rBV 2479414 2662333 51.42% 6.033%
20 10.625 746 747 752 rBV 201179 271225 5.24% 0.615%

21 11.071 785 786 792 rVB 97626 157397 3.04% 0.357%
22 11.196 795 797 800 rBV 1114738 964866 18.64% 2.186%

23 11.493 821 823 826 rVB 38463 52372 1.01% 0.119%
24 11.745 843 845 848 rBV 115430 166589 3.22% 0.377%
25 12.522 911 913 919 rVB 71040 83580 1.61% 0.189%

26 12.785 933 936 938 rBV 2995316 3586209 69.26% 8.126%
27 13.014 954 956 962 rBV3 20653 62773 1.21% 0.142%
28 13.688 1013 1015 1023 rBV 367806 779145 15.05% 1.765%
29 13.825 1025 1027 1029 rBV 771192 809505 15.63% 1.834%
30 14.271 1063 1066 1068 rBV 114799 178451 3.45% 0.404%

31 14.339 1070 1072 1076 rVB 32604 55858 1.08% 0.127%
32 15.197 1144 1147 1153 rVB 564638 709423 13.70% 1.607%
33 15.700 1187 1191 1198 rBvV4 39256 143244 2.77% 0.325%
34 15.974 1213 1215 1218 rVV 28657 52999 1.02% 0.120%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\

Data File : BF086873.D

Aca On : 10 May 2016 21:37

Operator : UM/SJ

a?ggle i H2916-08 ITALE-FILL-CSPH3-8K
ALS Vial : 22 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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF050916.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 16.043 1218 1221 1228 rVB2 30881 73370 1.42% 0.166%

36 16.580 1263 1268 1273 rVB3 41350 139778 2.70% 0.317%
37 17.311 1329 1332 1337 rVB 32488 100885 1.95% 0.229%

Sum of corrected areas: 44132627
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\

Data File : BF086873.D

Aca On : 10 May 2016 21:37

Operator : UM/SJ

a?ggle i H2916-08 ITALE-FILL-CSPH3-8K
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF086873.D
5,29 6|35 6.84

4000000 6.46

3000000
7.25

2000000

6.68
1000000

4.85

5.69 LL | 713 Lj.39

e T SISk - S

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF086873.D

9.05
4000000

3000000 12.79

10.51
2000000

f.97 9.72 11.20
1000000 9.45

136
1016 1110.62
| 966 989 " 103 11.07| 11491174 1252 ]| 1301 N

T T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF086873.D

4000000
3000000
2000000
100000013.83

15.20
14284 15.70 14.6D4 16.58 17.31

e e e

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\BF051016\

Data File : BF086873.D

Aca On : 10 May 2016 21:37

Operator : UM/SJ

a?ggle i H2916-08 ITALE-FILL-CSPH3-8K
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 4

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

4.85 16.56 ng 896728 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
3 Diacetamide 101 C4H7NO2 000625-77-4 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Acetic acid, 2-propenyl ester 100 C5H802 000591-87-7 9

Abundance Scan 242 (4.853 min): BF086873.D (-239) (-) m/z 43.10 100.00%
431
5000 591 J\\—~
101.1 R0 AR0 ENO Eo0
4.60 4.80 5.00 5.20
Ot 8 270 h/7 59.10  48.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R LA RN A R
59.0 460 480 500 520
m/z 58.10 13.14%
0 27\\.\9 il \‘ 83.0 10:‘I"0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
460 4.80 500 520
5000 m/z 101.10 12.93%
15.0 720  100.0
O e e e e e e
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #3942: Diacetamide A i
43.0 4.60 4.80 5.00 5.20
m/z 41.05 9.08%
5000 59.0 [\\
101.0
0 27.0 9.0 A-
miz--> 20 40 60 80 100 120 140 160 180 200 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\

Data File : BF086873.D

Aca On : 10 May 2016 21:37

Operator : UM/SJ

a?ggle i H2916-08 ITALE-FILL-CSPH3-8K
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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-methoxy-4-me... Concentration Rank 16

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

5.69 2.15 ng 116382 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 83
2 N-Acetvlisoxazolidine 115 C5H9NO2 115615-36-6 33
3 N-EthvIformamide 73 C3H7NO 000627-45-2 12
4 Borane. dimethoxv- 74 C2H7BO2 004542-61-4 9
5 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 9

Abundance Scan 315 (5.687 min): BF086873.D (-313) (-) m/z 43.05 100.00%
43.0
73.1
5000
R U IR L
55.0 1001 1151 540 560 5.80 6.00
Obr e il el el o e M7z 73.10  72.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13056: 2-Pentanone, 4-methoxy-4-methyl-
43.0 73.0
5000
5.40 5.60 5.80 6.00
m/z 41.05 10.48%
150 290 55.0 830  100.0 11“‘3-0
O T T T T e
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43.0
3.0 U U IR L
5.40 5.60 5.80 6.00
5000 28.0 60.0 m/z 115.10 8.90%
115.0
G S R I RS I R R RS R WS RAS SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #719: N-Ethylformamide R B e n
30.0 73.0 5.40 5.60 5.80 6.00
m/z 42.10 7.85%
5000
58.0
44.0
e [ \
b e e e U U IR L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\

Data File : BF086873.D

Aca On : 10 May 2016 21:37

Operator : UM/SJ

a?ggle i H2916-08 ITALE-FILL-CSPH3-8K
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown6.46 Concentration Rank 1

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

6.46 95.62 ng 5177680 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 12
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9

Abundance Scan 383 (6.464 min): BF086873.D (-380) (-) m/z 132.10 100.00%
132.1
5000 68.1
R R R R
400 40 | 9%.1 620 6.40 6.60 6.80
Ol ekl el 8L agetiizo L s eg.10  39.31%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 B AR R R
6.20 6.40 6.60 6.80
210 510 m/z 134.10 34.11%
0'”'ﬂ'MHJ'WH”'P'JI“Yﬁq”'P'”I”'W'”'P'”I“'W'”
m/z--> 30 40 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80
5000 m/z 66.10 27.08%
33.0 44.0 0.0 105.0
o 60.0 ™7 0.0 115.0
U UL IULL SIS SULILRE IR UL UL B B SRS SRR B
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal R ERAREEEaT TR L
132.0 6.20 6.40 6.60 6.80
m/z 69.10 16.12%
5000 67.0
41.0 97.0
‘ 79.0 117.0
0....|....‘l.‘...l‘..‘..l‘.‘.‘.llu.‘.‘.‘l‘....|..‘..|.1.q7.0....‘|....|"...luuu
m/z--> 30 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\

Data File : BF086873.D

Aca On : 10 May 2016 21:37

Operator : UM/SJ

a?ggle i H2916-08 ITALE-FILL-CSPH3-8K
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 2-Pyrrolidinone Concentration Rank 13

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

7.13 2.39 ng 129273 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pvrrolidinone 85 C4H7NO 000616-45-5 91
2 3H-1.2.4-Triazol-3-one. 1.2-dihv... 85 C2H3N30 000930-33-6 53
3 1.3-Diazabicvclol3.1.01hexane 84 C4H8N2 017038-28-7 43
4 1-Hexene 84 C6H12 000592-41-6 38
5 2-Oxetanone, 4-methylene- 84 C4H402 000674-82-8 25

Abundance Scan 441 (7.127 min): BF086873.D (-440) (-) m/z 85.10 100.00%
42.0 8d.1
5000
0071 6.80 7.00 7.20 7.40
o} B L I m/z 42.05 89.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1519: 2-Pyrrolidinone
85.0
41.0
5000
6.80 7.00 7.20 7.40
m/z 41.05 84_76%
0'"W"'Nh'?ﬁ?”"I“”'I'”'I"”I"'W""P"'I”"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
85.0
42.0 I A U
6.80 7.00 7.20 7.40
5000 m/z 84.05 25.99%
e L L I U L S SIS SN S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1335: 1,3-Diazabicyclo[3.1.0]hexane R R ma AR
28.0 6.80 7.00 7.20 7.40
m/z 56.10 23.67%
5000 83.0
56.0
e L L I S L S SIS BRI B S
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40

8270-BF050916.M Wed May 11 18:58:55 2016 Page: 7



Library Search

Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\

Data File : BF086873.D

Aca On : 10 May 2016 21:37

Operator : UM/SJ

a?ggle i H2916-08 ITALE-FILL-CSPH3-8K
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Hexadecane Concentration Rank 14

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

9.66 2.38 ng 140292 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 86
3 Tridecane 184 C13H28 000629-50-5 86
4 Tetradecane 198 C14H30 000629-59-4 80
5 Eicosane 282 C20H42 000112-95-8 64

Abundance Scan 663 (9.665 min): BF086873.D (-661) (-) m/z 57.10 100.00%
51.1
5000
J lgg.l 1411 9.40 9.60 9.80 10.00
oty 2 m/z 43.10 76.94Y%
m/z--> 50 100 150 200 250 300 350
Abundance #73965: Hexadecane
57.0
5000
9.40 9.60 9.80 10.00
m/z 71.10 46 .17%
o 2@0” | | Jggo‘ 1410 183.0 226.0
m/z--> éo 160 1%0 200 2éo 300 3%0 '
Abundance
57.0
9.40 9.60 9.80 10.00
5000 m/z 41.10 38.86%
99.0
0 270 135.0 175.0205.0 245.0275.0 315.0345.0 386.0
UELELEL S UL UL UL UL UL SRR
m/z--> 50 100 150 200 250 300 350
Abundance #45540: Tridecane L N e
57.0 9.40 9.60 9.80 10.00
m/z 85.10 29.59Y%
5000
27,0
0 ﬂ Loy wg%o‘ 141.0 184.0
m/z--> éo 160 1%0 260 250 360 3%0 ' 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\

Data File : BF086873.D

Aca On : 10 May 2016 21:37

Operator : UM/SJ

a?ggle i H2916-08 ITALE-FILL-CSPH3-8K
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Eicosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.37 2.24 ng 131703 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 80
2 Eicosane. 10-methvyl- 296 C21H44 054833-23-7 72
3 Hexadecane 226 C16H34 000544-76-3 72
4 Tridecane. 6-methvl- 198 C14H30 013287-21-3 72
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 64
Abundance Scan 725 (10.373 min): BF086873.D (-722) (-) m/z 57.10 100.00%
51.1
5000
50 1000 10,20 1040 1060
113.1 . ) ) )
O el el e e e e || M7z 43.10  56.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107652: Eicosane
57.0
5000 U AR UAREE B
85.0 mmmmmmmm
m/z 71.10 42 . 76%
0 |, 1130 1410 1600 282.0
m/z--> ﬁo 45 65 85 160 150 150 1éo 1éo 260 250 240 260 2§o 300
Abundance
57.0
10,00 10.20 10.40 10.60
5000 85.0 m/z 41.10 29.69%
113.0  154.0

183.0 211.0 239.0 281.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73965: Hexadecane e A ma e o

57.0 10.00 10.20 10.40 10.60

m/z 85.05 20.10%
5000
85.0
29.0
o Ll w 1130 1410 1690 1970 2260

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10. 00 10. 20 10 40 10 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\

Data File : BF086873.D

Aca On : 10 May 2016 21:37

Operator : UM/SJ

a?ggle i H2916-08 ITALE-FILL-CSPH3-8K
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Tridecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.75 3.45 ng 166589 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 80
2 Tetradecanoic acid 228 C14H2802 000544-63-8 64
3 Undecanoic acid 186 C11H2202 000112-37-8 59
4 Dodecanoic acid 200 C12H2402 000143-07-7 59
5 Pentadecanoic acid 242 C15H3002 001002-84-2 58
Abundance Scan 845 (11.745 min): BF086873.D (-843) (-) m/z 43.05 100.00%
43.0
5000
129.1
o7 1572 1851 232 1140 1160 11.80 1200
| I— m/z 41.10 83.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65566: Tridecanoic acid
73.0
43.0
5000 U DAL B B B B
129.0 nmumnmnm
‘ 060 171.0 214.0 m/z 60.00 76.42%
el L e |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 1140 1160 11.80 1200
m/ 73.10 74 .53Y%
5000 129.0 z 0
185.0 228.0
97.0
o 166.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 L
Abundance #46617: Undecanoic acid A A e
60.0 11.40 11.60 11.80 12.00
m/z 57.10 72.19%
41,0
5000
85.0 129.0
186.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\

Data File : BF086873.D

Aca On : 10 May 2016 21:37

Operator : UM/SJ

a?ggle i H2916-08 ITALE-FILL-CSPH3-8K
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Tetradecanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.52 2.06 ng 83580 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 74
2 Tridecanoic acid 214 C13H2602 000638-53-9 72
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
4 Pentadecanoic acid 242 C15H3002 001002-84-2 72
5 Undecanoic acid 186 C11H2202 000112-37-8 53

Abundance Scan 913 (12.522 min): BF086873.D (-911) (-) m/z 43.10 100.00%

431
73.0

5000

12.20 12.40 12.60 12.80

0 m/z 57.10 81.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75072: Tetradecanoic acid
73.0
43.0
5000 129.0 T T T T T I T T[T T T T

12.20 12.40 12.60 12.80
m/z 60.00 81.15%

15.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
43.0 12.20 12.40 12.60 12.80
5000 m/z 73.05 73.22%
129.0
%6.0 710 2140
18.0 )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92226: n-Hexadecanoic acid e T B L e
43.0 73.0 12. 20 12. 40 12 60 12. 80

m/z 41.10 70.51%

5000
) 129.0 256.0

L
T T T T AR AL AL AR

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 20 12.40 12.60 12.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\

Data File : BF086873.D

Aca On : 10 May 2016 21:37

Operator : UM/SJ

a?ggle i H2916-08 ITALE-FILL-CSPH3-8K
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 1-Docosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.69 19.25 ng 779145 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 1-Nonadecene 266 C19H38 018435-45-5 90
3 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 87
4 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 83
5 Pentafluoropropionic acid, octad... 416 C21H37F502 1000280-07-7 83
Abundance Scan 1015 (13.688 min): BF086873.D (-1013) (-) m/z 43.10 100.00%
431
83.1
5000
UL DU BN RN U
139.2 13.40 13.60 13.80 14.00
Obrrrrrrrotlbrs o7l 2092 m/z 57.10 95.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene
55.0
97.0
5000 UL DU BN RN U
29.0 13.40 13.60 13.80 14.00 :
195.0 m/z 55.10 91.01%
0 I, Il 153.0 181.0 308.0
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
41,0
83.0 ' 13.40 13.60 13.80 14.00
5000 m/z 41.10 62.62%
111.0
o 139.0 168.0 266.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143984: Trichloroacetic acid, tetradecy! ester B A RRREE R
43. 13.40 13.60 13.80 14.00

83.0 m/z 83.10 61.09%

5000
111.0

:

139.0 168.0 196.0

241.0
L B B e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\
Data File : BF086873.D

Aca On : 10 May 2016 21:37

Operator : UM/SJ

Sample : H2916-08

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 14 Oleic Acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.27 4.41 ng 178451 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 94
2 6-Octadecenoic acid. (2)- 282 C18H3402 000593-39-5 80
3 Propanoic acid. 3-mercapto-. 2-e... 218 C11H2202S 050448-95-8 47
4 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 35
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 35

Abundance Scan 1066 (14.271 min): BF086873.D (-1063) (-) m/z 57.10 100.00%
137.1 14.00 14.20 14.40 14.60
o 1802 2222 m/z 55.10 69.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107517: Oleic Acid
55.0
5000 L B B ISR B
29.0 1400 14.20 14.40 14.60
m/z 71.10 60.33%
o 38.0 165.0 194.0 222.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0
83.0 14,00 14.20 14.40 14.60
5000{ 29,0 m/z 41.10 46 .21%
111.0 264.0
137.0 180.0 222.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67806: Propanoic acid, 3-mercapto-, 2-ethylhexyl ester B A RRREE R
57.0 14.00 14.20 14.40 14.60
m/z 43.10 45 .64%
5000 112.0 jNwﬁvﬁ«JMANj%V\ﬂJ»WJWanm
89.0
29.0
o HMN‘ h‘ 1450 189.0 218.0
m/z--> 20 40 60 85 160 120 140 160 180 200 220 240 260 280 1400 14.20 14.40 14.60

8270-BF050916.M Wed May 11 18:58:59 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\

Data File : BF086873.D

Aca On : 10 May 2016 21:37

Operator : UM/SJ

a?ggle i H2916-08 ITALE-FILL-CSPH3-8K
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 15 1-Hexadecanesulfonyl chloride Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.70 4.04 ng 143244 Perylene-di12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanesulfonvl chloride 324 C16H33CIl02S 038775-38-1 81
2 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 81
3 l17-Pentatriacontene 491 C35H70 006971-40-0 81
4 Oxirane. l(dodecvloxv)methvI1- 242 C15H3002 002461-18-9 74
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 74

Abundance Scan 1191 (15.700 min): BF086873.D (-1187) (-) m/z 43.10 100.00%
431
5000 97.1
1831101 o 1540 15,60 15,80 1600
Oty : m/z 57.10 73.19%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #129672: 1-Hexadecanesulfonyl chloride
57.0
5000 L DU B I B
15.40 15.60 15.80 16.00
200 m/z 55.10 69.76%
2240
obridd m\ Mh L M ) ‘8,1,9 L HlOse0
m/z-> 0 50 250 300 350 400 450
Abundance
57.0
97.0 15,40 15.60 15.80 16.00
5000 m/z 97.10 45 _59%
. 139.0 1859 238.0 5g3
m/z-> 0 50 100 150 200 250 300 350 400 450 '
Abundance #168065: 17-Pentatriacontene R MR T
57.0 15.40 15.60 15.80 16.00
97.0 m/z 83.10 44 _92%
5000
39.0
0154‘ |, h , 181.0223.0 267.0306.0 348.0 390.0 434.0 _490.0
m/z-> 0 55 160 150 200 250 300 350 400 450 ' 1540 15.60 15.80 16.00

8270-BF050916.M Wed May 11 18:59:00 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\

Data File : BF086873.D

Aca On : 10 May 2016 21:37

Operator : UM/SJ

a?ggle i H2916-08 ITALE-FILL-CSPH3-8K
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 16 Hexacosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.04 2.07 ng 73370 Perylene-d12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 72
2 Heneicosane 296 C21H44 000629-94-7 72
3 Tetratetracontane 619 C44H90 007098-22-8 72
4 Pentacosane 352 C25H52 000629-99-2 72
5 Eicosane 282 C20H42 000112-95-8 70
Abundance Scan 1221 (16.043 min): BF086873.D (-1218) (-) m/z 57.10 100.00%
57.1
5000
fThamer g, 1580 1600 1620 16,40
Ol e e e e || M7z 43,10 78.69%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #147090: Hexacosane
57.0
5000 LRI SN BN BRI UL
15. 80 16. oo 16. 20 16. 40
m/z 71.10 54 _.36%
130
m/z--> 6 55 100 1%0 260 2éo 360 3%0 460 4%0 560 séo 660
Abundance
57.0
" 15.80 16.00 16.20 16.40
5000 m/z 85.10 40.70%
o 139 1600 225 o 296 0
m/z--> 0 55 160 1%0 200 250 300 350 400 4%0 560 séo 660
Abundance #172959: Tetratetracontane e RARREEE RS
57.0 15.80 16.00 16.20 16.40
m/z 55.10 38.85%
5000
13.0
o] ,169.0 2530 309.0 3790 477.05330 6180
m/z--> (I) 5'0 1(')0 150 200 250 300 350 400 450 500 5&'30 6(|)O 15. 80 16. 00 16. 20 16. 40

8270-BF050916.M Wed May 11 18:59:01 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\

Data File : BF086873.D

Aca On : 10 May 2016 21:37

Operator : UM/SJ

a?ggle i H2916-08 ITALE-FILL-CSPH3-8K
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 17 unknownl6.58 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

16.58  3.94ng 139778  Perylene-di2 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 38
2 N-Benzvl-N-ethvl-p-isopropvlbenz... 281 C19H23NO 015089-22-2 25
3 3-Isopropoxv-1.1.1.7.7.7-hexamet... 576 C18H5207Si7 071579-69-6 25
4 2.6-Dimethvl-3.4-bis(trimethvlsi... 311 C15H29N02Si2 1000079-52-1 12
5

Piperidine, 1-(6-trifluoromethyl... 295 C15H16F3N3 1000268-74-7 10
Abundance Scan 1268 (16.580 min): BF086873.D (-1263) (-) m/z 73.00 100.00%
73.0 221.1
147.1
5000 281.1 355.1
429.2 R o EREE S
| \ | l 16.20 16.40 16.60 16.80
VYN PUPRPSYTIY SPRDRTIN B SN I T A S — m/z 221.10 93.03%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #113835: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7,...
147.0 221.0
73.0
5000 LA L L L L L LB L L
16.20 16.40 16.60 16.80
m/z 147.10 78.99%
279.0
e S e N —
m/z--> 50 100 150 200 250 300 350 400 450 500 580
Abundance
147.0
L e e
16.20 16.40 16.60 16.80
5000 281.0 m/z 281.10 40.61%
91.0
41.0 190.0 935
T L = L R R e = S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #171908: 3-Isopropoxy-1,1,1,7,7,7-hexamethyl-3,5,5-tris(r... R REmEE e
73.0 16.20 16.40 16.60 16.80
m/z 355.10 39.44%
5000
147.0
221.0 281.0
o 827.0 4150 519.0561.0
e e et
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.20 16.40 16.60 16.80

8270-BF050916.M Wed May 11 18:59:02 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\

Data File : BF086873.D

Aca On : 10 May 2016 21:37

Operator : UM/SJ

a?ggle i H2916-08 ITALE-FILL-CSPH3-8K
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 18 unknownl7.31 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.31 2.84 ng 100885 Perylene-di12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 37
2 Nickel. bis(N.N.N"-trimethvl-o-p... 356 C18H26N4Ni 1000153-51-1 25
3 Trisiloxane. 1.1.1.5.5.5-hexamet... 384 C12H3604Si5 003555-47-3 16
4 Heptasiloxane. 1.1.3.3.5.5.7.7.9... 504 C14H4406Si7 019095-23-9 14
5 1H-1,2,3-Triazole, 4,5-diphenyl- 221 C14H11N3 005533-73-3 11
Abundance Scan 1332 (17.311 min): BF086873.D (-1329) (-) m/z 73.10 100.00%
73.1 221.1
5000
281.1 —-—
429.1 N .
a1 110.1 l \ | | | 17.00 17.20 17.40 17.60
Ol it bbbt e U bl L L Tz 221,100 98.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #113835: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7,...
147.0 221.0
73.0
5000 A A SR SUMRE B
17.00 17.20 17.40 17.60
m/z 147.10 77 .45%
279.0
028'0‘ L 11$'0\n | 18%'0\ ‘\
m/z--> éo 160 1éo 200 2%0 360 3%0 460
Abundance
147.0
206.0 17.00 17.20 17.40 17.60
5000 356.0 m/z 281.10 36.14%
420 "0
0 116.0 250.0 324.0
m/z--> éo 160 1éo 260 2%0 360 3%0 460
Abundance #152263: Trisiloxane, 1,1,1,5,5,5-hexamethyl-3,3-bis[(trim... T
73.0 147.0 17.00 17.20 17.40 17.60
m/z 355.10 29.22%
281.0
5000
369.0
270 | mso | 9702490 | 3380 |
m/z--> 5'0 1(')0 1&'30 2(')0 250 300 350 4(')0 17.00 17.20 17.40 17.60

8270-BF050916.M Wed May 11 18:59:04 2016
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF051016\

Data File : BF086873.D

Acq On : 10 May 2016 21:37

Operator : UM/SJ

a?ggle i H2916-08 ITALE-FILL-CSPH3-8K
ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.85 16.6 ng 896728 1 6.68 1082990 20.0
2-Pentanone, 4-me... 5.69 2.1 ng 116382 1 6.68 1082990 20.0
unknown6 .46 6.46 95.6 ng 5177680 1 6.68 1082990 20.0
2-Pyrrolidinone 7.13 2.4 ng 129273 1 6.68 1082990 20.0
Hexadecane 9.66 2.4 ng 140292 3 9.72 1177380 20.0
Eicosane 10.37 2.2 ng 131703 3 9.72 1177380 20.0
Tridecanoic acid 11.75 3.5 ng 166589 4 11.20 964866 20.0
Tetradecanoic acid 12.52 2.1 ng 83580 5 13.83 809505 20.0
1-Docosene 13.69 19.3 ng 779145 5 13.83 809505 20.0
Oleic Acid 14.27 4.4 ng 178451 5 13.83 809505 20.0
1-Hexadecanesulfo... 15.70 4.0 ng 143244 6 15.20 709423 20.0
Hexacosane 16.04 2.1 ng 73370 6 15.20 709423 20.0
unknownl16 .58 16.58 3.9 ng 139778 6 15.20 709423 20.0
unknownl17.31 17.31 2.8 ng 100885 6 15.20 709423 20.0
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