LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100516\

Data File : BF090398.D

Aca On : 5 0ct 2016 23:45 Instrument :
Operator : UM/SJ ?:'l\:gﬁ't:Sam ol
3?22'6 i H5061-21 SURBNBAEEO
ALS Vial : 18 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-BF100516.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

3.468 97 99 118 rBV 75326 170144 2.48% 0.273%
5.206 248 251 256 rBV 1182869 1469264 21.41% 2.359%
286 289 rBV 4493336 6512970 94.89% 10.458%
6.623 372 375 377 rBV 5947501 6170106 89.90% 9.908%
6.772 385 388 390 rBV 6321807 6863506 100.00% 11.021%

abrwNPE
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o
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7.000 406 408 410 rBV 2086347 1684386 24.54% 2.705%
7.160 419 422 424 rBV 5296940 4708160 68.60% 7.560%
457 460 rBV 3701315 3718560 54.18% 5.971%
7.640 460 464 466 rVB 49028 75878 1.11% 0.122%
8.292 518 521 523 rBV 2403005 2344034 34.15% 3.764%
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o
o
o
D
o
D

11 9.366 612 615 618 rBVY 5907302 5996493 87.37% 9.629%
12 9.766 647 650 651 rBVY 1552048 1866679 27.20% 2.997%
13 10.052 672 675 677 rVB 3014229 2599124 37.87% 4._.174%
14 10.486 709 713 714 rBV 115755 143901 2.10% 0.231%
15 10.703 729 732 735 rBV 48351 76721 1.12% 0.123%

16 10.841 741 744 746 rBV 4431725 4237450 61.74% 6.804%
17 10.955 752 754 761 rVB 164519 190024 2.77% 0.305%
18 11.401 791 793 795 rBV 73295 109119 1.59% 0.175%
19 11.538 803 805 808 rBvV 2524927 2282550 33.26% 3.665%
20 11.835 829 831 833 rVvB 93048 73882 1.08% 0.119%

21 12.064 849 851 856 rBvV 433501 451358 6.58% 0.725%
22 12.852 918 920 927 rBV 167509 195935 2.85% 0.315%
23 13.138 942 945 947 rBV 5425156 6233883 90.83% 10.010%
24 14.041 1021 1024 1034 rBV 331671 657435 9.58% 1.056%
25 14.189 1034 1037 1039 rBV 2115198 1918250 27.95% 3.080%

26 15.070 1111 1114 1116 rBV 83121 117169 1.71% 0.188%
27 15.698 1165 1169 1171 rBV 885178 1306520 19.04% 2.098%
28 16.293 1217 1221 1231 rBVY 23289 102947 1.50% 0.165%

Sum of corrected areas: 62276448
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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:\HPCHEM1I\BNA F\DATA\BF100516\

BF090398.D

5 Oct 2016 23:45

UM/SsJ

H5061-21

18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF100516.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\BF100516\
Data File : BF090398.D

Aca On : 5 Oct 2016 23:45

Operator : UM/SJ

Sample : H5061-21

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF100516.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 3

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

5.21 17.45 ng 1469260 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 251 (5.206 min): BF090398.D (-248) (-) m/z 43.10 100.00%
a3
59
5000
101 R S U L
480 5.00 520 5.40 5.60
b 3l 839 8 | /7 59.10  54.70%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 R SN U L L
480 5.00 520 5.40 5.60
m/z 58.10 16.52%
15 31 101
o \ 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 540 560
5000 41 m/z 101.10 15.72%
31
69 87
15 53 98
e S I S SULIURS SURIILS IS IULILS SULILS UL LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- R .
59 480 5.00 520 5.40 5.60
m/z 41.10 8.61%
5000
a1 101
0 15 \3\1 \‘H 53\\\‘\ 69 8\3
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40 5.60

8270-BF100516.-M Thu Oct 06 17:42:43 2016 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100516\
Data File : BF090398.D

Aca On : 5 Oct 2016 23:45

Operator : UM/SJ

Sample : H5061-21

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF100516.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 unknown6.77 Concentration Rank 1

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

6.77 81.50 ng 6863510 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
3 Xenon 132 Xe 007440-63-3 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 388 (6.772 min): BF090398.D (-385) (-) m/z 132.00 100.00%
32
5000 68
40 ‘ 75 % 6.40 6.60 6.80 7.00 7.20
54 104 . . . . .
o....,....:'!..4:8,.-.'..,6:2...|,..':'.,..5.‘?,....,.-:..,.1.1?.,....,~'...,.. m/z 68.10 46.67%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 L
5000 SRR SR UL SRR
6.40 6.60 6.80 7.00 7.20
2 78 m/z 134.00 35.13%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 28.32%
63 81
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14560: Xenon R e R
132 6.40 6.60 6.80 7.00 7.20

m/z 69.10 17.64%

5000

66

126

o E S —— 1] SND £ D S —

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 680 7.00 7.20

8270-BF100516.-M Thu Oct 06 17:42:44 2016 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100516\
Data File : BF090398.D

Aca On : 5 Oct 2016 23:45

Operator : UM/SJ

Sample : H5061-21

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF100516.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 n-Hexadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.06 3.95 ng 451358 Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72

5 Silane, trichlorodocosyl- 442 C22HA45CI3Si 007325-84-0 20
Abundance Scan 851 (12.064 min): BF090398.D (-849) (-) m/z 73.10 100.00%
60 7B
5000
J&“« B 213 750 1500 1920 a0
143127171185 199 ©1° 207 256 : : : :
0! m/z 43.10 92.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 78
5000 129 LRI L L L B B
11. 80 12. oo 12 20 12. 40
0
H 417 171185 713 056 m/z 60.10 87.75%
o m, e e 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
T
29 11.80 12.00 12.20 12.40
5000 m/z 57.10 75.58%
o 129 242
199
R e R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid AR s S
43 00 78 11.80 12.00 12.20 12.40
m/z 55.10 67 .56%
5000
29
129 - 14
l ‘M ‘ 143157 | 18597
O .‘.",l...‘,‘....,..‘..,‘....,...........‘.....,....,. T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 80 12. oo 12 20 12. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100516\
Data File : BF090398.D

Aca On : 5 Oct 2016 23:45

Operator : UM/SJ

Sample : H5061-21

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF100516.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 Trichloroacetic acid, penta... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.04 6.85 ng 657435 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 94
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 3-Chloropropionic acid. heptadec... 346 C20H39CI102 1000283-05-1 94
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 91

Abundance Scan 1024 (14.041 min): BF090398.D (-1021) (-) m/z 57.10 100.00%

57 83

5000

B

13.80 14.00 14.20 14.40
m/z 43.10 90.73%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #197885: Trichloroacetic acid, pentadecyl ester
43
83

13.80 14.00 14.20 14.40
m/z 55.10 88.55%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
e A REaman s e
13.80 14.00 14.20 14.40
5000 11 m/z 83.10 86.48%
29 139

0 167182 210 238 264280 308

m@ﬂmmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #181286: 3-Chloropropionic acid, heptadecy! ester e e S RN na
13.80 14.00 14.20 14.40

m/z 69.10 80.56%

5000

127

154 210

182 238 263

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.80 14.00 14.20 14.40

8270-BF100516.-M Thu Oct 06 17:42:46 2016

Page: 6



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100516\
Data File : BF090398.D

Acq On : 5 Oct 2016 23:45

Operator : UM/SJ

Sample - H5061-21

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.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... 5.21 17.4 ng 1469260 1 7.00 1684390 20.0
unknown6 .77 6.77 81.5 ng 6863510 1 7.00 1684390 20.0
n-Hexadecanoic acid 12.06 4.0 ng 451358 4 11.54 2282550 20.0
Trichloroacetic a... 14.04 6.8 ng 657435 5 14.19 1918250 20.0
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