LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\
Data File : BF104204.D
Aca On 4 Apr 2018 2:20 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J2182-07 6-WM-DIP-3-WW@3.5
ALS Vial : 21 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-BF032818.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 2.299 30 36 42 rVB 124759 175445 5.17% 0.638%
2 5.210 527 531 545 rBV 79837 133619 3.94% 0.486%
3 5.592 592 596 630 rBY 2026516 2821661 83.22% 10.261%
4 6.598 762 767 786 rBVY 1913536 2929910 86.42% 10.655%
5 6.734 786 790 822 rVV 2478825 3215167 94.83% 11.692%
6 6.957 825 828 845 rBV 326950 531889 15.69% 1.934%
7 7.110 851 854 881 rVB 1984807 2369286 69.88% 8.616%
8 7.528 921 925 944 rBVY 1142999 1844930 54.42% 6.709%
9 7.669 947 949 958 rVB 30089 45749 1.35% 0.166%
10 8.239 1042 1046 1070 rBV 601914 819001 24.16% 2.978%

11 9.310 1224 1228 1245 rBV 2936188 3390432 100.00% 12.329%
12 9.704 1289 1295 1301 rBV 219678 246240 7.26% 0.895%

13 9.904 1324 1329 1333 rBvV 70067 56977 1.68% 0.207%
14 9.998 1341 1345 1361 rBvV 879344 948142 27.97% 3.448%
15 10.404 1411 1414 1417 rVB 91522 67635 1.99% 0.246%

16 10.792 1476 1480 1492 rBV 1658255 2089113 61.62% 7.597%
17 10.874 1492 1494 1505 rVB 93532 138771 4._.09% 0.505%
18 11.327 1567 1571 1573 rBV 41417 33959 1.00% 0.123%
19 11.492 1596 1599 1615 rBV 715509 927495 27 .36% 3.373%
20 13.080 1864 1869 1893 rBV 2715686 3059024 90.23% 11.124%

21 13.951 2014 2017 2024 rBV 90160 103715 3.06% 0.377%
22 14.145 2046 2050 2060 rBV 495287 689438 20.33% 2.507%

23 14.886 2172 2176 2185 rBV 239009 289291 8.53% 1.052%
24 15.686 2307 2312 2329 rVB 308113 571741 16.86% 2.079%

Sum of corrected areas: 27498630
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\
Data File : BF104204.D

Aca On 4 Apr 2018 2:20

Operator : JU/SJ

Sample : J2182-07

Misc :

ALS Vial :© 21 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF032818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF104204.D

2500000 6.73

5.59
2000000 6.60 11

1500000
7.53

1000000

500000 6.96

2.30 5.21
o A 7.67
=TT T T T T T T T T T T T T T T T T T T L LA e e e e e e e B L

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: BF104204.D

2500000

2000000
10.79

1500000

1000000 10.00

11.49
8.24

500000
9.70
” 9.9 10A40 0.87 11&33
=TT | L

ot L LR e e

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: BF104204.D

2500000

2000000

1500000

1000000

500000 14.14

13.95
O

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\BF040318\
Data File : BF104204.D

Aca On > 4 Apr 2018 2:20

Operator : JU/SJ

Sample : J2182-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 4

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

2.30 6.60 ng 175445 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 90
2 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 17
3 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 9
4 N-EthvIlformamide 73 C3H7NO 000627-45-2 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 36 (2.299 min): BF104204.D (-30) (-) m/z 73.10 100.00%

73
5000
43 55 87

| 220 240 260
) N SO m/z 43.05 29.84%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4486: Butane, 2-methoxy-2-methyl-
73

5000 T T T T T T T
43 220 240 260
55 87 m/z 87.10 27.22%
29
| 35 \‘ 67 |/, 80
0...,....,....,....,....,....,....,....,....,....,....,....,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
55 73
220 240 2.60
5000 m/z 55.00 24 .99%
43
31
0 37 67 83 97 115
L L o o o R o e e o S RAREE RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 L
Abundance #741: Acetamide, N-methyl- i T

4 73 2. 20 2. 40 2.60
m/z 71.10 10.85%

30
58
5000
15
0 ‘ Ll ‘ \‘ 1 52 !

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 220 240 260
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\
Data File : BF104204.D

Aca On > 4 Apr 2018 2:20

Operator : JU/SJ

Sample : J2182-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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.

5.21 5.02 ng 133619 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 25
3 Ethanone. 1-(2-methvilcvclopropvIl)- 98 C6H100 000930-56-3 9
4 Guanidine 59 CH5N3 000113-00-8 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 531 (5.210 min): BF104204.D (-527) (-) m/z 43.00 100.00%
43
59
5000
101 )
L s ||. 83 480 5.00 5.20 5.40 5.60 '
N SRR AL NS R AR AAARA NAA AN UARAS AARAS AAAS LA ARA LA RS m/z 59.10 64.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR L LR
59 480 5.00 520 5.40 5.60
m/z 101.10 24 .30%
15 4 101
0 | N 51 . 83
R B L AR R AL N SRR A AR RSN LA LARAN RN LSRN AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59
480 500 520 540 5.60
5000 m/z 57.95 18.05%
43
o 69 83 o 123 141 159
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #3278: Ethanone, 1-(2-methylcyclopropyl)- T T T T T T
43 480 5.00 5.20 5.40 5.60
55 m/z 41.00 10.18%
5000
83
0'”P”W””P”W“”'”'“”P”W”“P?ﬁ””P”W””P”W“”P”W“”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\
Data File : BF104204.D

Aca On > 4 Apr 2018 2:20

Operator : JU/SJ

Sample : J2182-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 unknown6.73 Concentration Rank 1

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

6.73 120.90 ng 3215170 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 9

Abundance Scan 789 (6.728 min): BF104204.D (-786) (-) m/z 132.00 100.00%
132
5000 68 A\
40 g 54 | 75 % 104 '6.40 6.60 6.80 7.00
o282 02| R e | WP ms W w/z 68.05  40.21%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRS SRR SRR AR
6.40 6.60 6.80 7.00
78 m/z 134.00 31.93%

31 38 44 51 ‘
0 ‘ [, | H | 1
L B o b B R s s s s s e o
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132

6.40 6.60 6.80 7.00

5000 67 m/z 66.00 25.73%
41 53 97 117
79
0 34 61 89 || 103110 124

IR I oo o B e N RS S s s
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine

132 6.40 6.60 6.80 7.00

m/z 69.05 15.90%

97
5000
70
31
44 51 60 77
0 ‘ | Ly | | 86 \105 116 I
L e e e

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\
Data File : BF104204.D

Aca On > 4 Apr 2018 2:20

Operator : JU/SJ

Sample : J2182-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 2-Bromo dodecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.87 2.99 ng 138771 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
2 Heptadecane 240 C17H36 000629-78-7 90
3 Pentadecane 212 C15H32 000629-62-9 86
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 83
5 Tetradecane 198 C14H30 000629-59-4 78
Abundance Scan 1493 (10.869 min): BF104204.D (-1492) (-) m/z 57.05 100.00%
57
85
5000
252 10.60 10.80 11.00 11.20
3 222 331
0 ,,| ..|'..',e..!|...|.' R e e || M7z 43.10  80. 34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #100330: 2-Bromo dodecane
57
U
5000 85 R B DU B B
10 60 10. 80 11. oo 11. 20
m/z 71.05 72.67%
113 169
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
g5 10.60 10.80 11.00 11.20
5000 m/z 85.05 53.01%
29
. 13 141 169 197 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 )
Abundance #71393: Pentadecane R e B
57 10.60 10.80 11.00 11.20
m/z 41.00 28.89Y%
5000 85
0 \‘ T 1]\'3 141 169 212 f
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 3(')0 32'0 ' 10 60 10. 80 11. oo 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\
Data File : BF104204.D

Aca On > 4 Apr 2018 2:20

Operator : JU/SJ

Sample : J2182-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Heptadecyl trifluoroacetate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.95 3.01 ng 103715 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 93
2 1-Docosene 308 C22H44 001599-67-3 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 90
4 1-Nonadecene 266 C19H38 018435-45-5 90
5 1-Octadecanol 270 C18H380 000112-92-5 87
Abundance Scan 2017 (13.951 min): BF104204.D (-2014) (-) m/z 57.05 100.00%
57 83
5000 111
3 139 13.60 13.80 14.00 14.20
o} m/z 83.05 85.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #185169: Heptadecy! trifluoroacetate
57
97
5000
13.60 13.80 14.00 14.20
29 125 m/z 97.05 80.33%
o L h L L 154 182 210 238 265283 334
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55
97 13.60 13.80 14.00 14.20
5000 m/z 43.05 76.10%
29
125
0 72 153 181 308
R R LR LR RS ALY AR LS LR LARRN LA LARAN LR LA LARAN LALR AR A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #205392: Trichloroacetic acid, hexadecy! ester L e . B
4 13.60 13.80 14.00 14.20
69 m/z 55.00 74.24%
5000
125
0 2 153 196 224
i IIIIIIIIIIIIIIIII|I

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\
Data File : BF104204.D

Aca On > 4 Apr 2018 2:20

Operator : JU/SJ

Sample : J2182-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.89 8.39 ng 289291 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 91
2 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 50
3 1.1.2-Trimethvl-1-silacvclobutane 114 C6H14Si 030681-90-4 43
4 Dodecanamide 199 C12H25N0 001120-16-7 43
5 Octadecanamide 283 C18H37NO 000124-26-5 43

Abundance Scan 2177 (14.892 min): BF104204.D (-2172) (-) m/z 59.00 100.00%

¢

5000

[

14.60 14.80 15.00 15.20

140 170 193 221240 263 294 320337

o m/z 72.00 75.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #128445: 9-Octadecenamide, (2)- [L
59
5000 a1 LA AR IV AR
14.60 14.80 15. 00 15 20
m/z 55.00 48 .56%
| ‘ (%198 126 15y gy g 264281
OHIII\IH\I\IHMH \‘\H MM Y Y AL S s i R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
59
a 14.I60 14.I80 15.|00 15.I 20
5000 m/z 69.05 32.03%

137

8 112

154 103 221240 277294 320337

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #7406: 1,1,2-Trimethyl-1-silacyclobutane R A et

72 14.60 14.80 15.00 15.20

m/z 43.05 31.63%
5000
43
114

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.60 14. 80 15. 00 15 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040318\
Data File : BF104204.D

Acq On > 4 Apr 2018 2:20

Operator : JU/SJ

Sample - J2182-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818_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... 2.30 6.6 ng 175445 1 6.96 531889 20.0
2-Pentanone, 4-hy... 5.21 5.0 ng 133619 1 6.96 531889 20.0
unknown6.73 6.73 120.9 ng 3215170 1 6.96 531889 20.0
2-Bromo dodecane 10.87 3.0 ng 138771 4 11.49 927495 20.0
Heptadecyl triflu... 13.95 3.0 ng 103715 5 14.15 689438 20.0
9-Octadecenamide, ... 14.89 8.4 ng 289291 5 14.15 689438 20.0
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