LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061617\
Data File : BF095960.D
Aca On : 16 Jun 2017 17:37 Instrument :
Operator : SJ/MA E?Afs el

- _ lentosampleld :
3?22Ie - 13684-01 ROCKY-ROAD-COMP
ALS Vial : 11 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-BF060517.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 4.504 492 496 511 rBV 47846 123633 7.26% 0.982%
2 5.216 613 617 651 rBV 531429 1224180 71.93% 9.721%
3 6.898 899 903 913 rBV 693760 1174782 69.03% 9.328%
4 6.981 913 917 932 rVB 927092 1529279 89.86% 12.143%
5 7.322 971 975 985 rBV 274812 366225 21.52% 2.908%
6 7.557 1010 1015 1035 rBV 792681 1071036 62.93% 8.505%
7 8.239 1127 1131 1149 rBV 558969 804652 47.28% 6.389%
8 9.351 1316 1320 1341 rBV 367251 507770 29.84% 4.032%
9 11.133 1617 1623 1639 rBVY 1362100 1701903 100.00% 13.514%
10 11.827 1737 1741 1753 rBvV 86170 118426 6.96% 0.940%
11 12.169 1795 1799 1806 rBV2 406816 539431 31.70% 4.283%
12 13.027 1940 1945 1950 rBvV 19661 23198 1.36% 0.184%
13 13.468 2015 2020 2035 rBvV 551194 807162 47 .43% 6.409%
14 13.798 2071 2076 2083 rBv2 23370 30996 1.82% 0.246%

15 14.563 2202 2206 2221 rVB2 332579 472261 27.75% 3.750%

16 16.945 2606 2611 2619 rVB 1033503 1191374 70.00% 9.460%

17 17.615 2719 2725 2730 rBV 35028 43113 2.53% 0.342%
18 17.792 2752 2755 2759 rVB 20496 20142 1.18% 0.160%
19 18.209 2821 2826 2835 rBV3 53856 90916 5.34% 0.722%
20 18.292 2835 2840 2849 rBV 257281 340237 19.99% 2.702%
21 18.615 2890 2895 2900 rBV 26664 30143 1.77% 0.239%
22 18.998 2956 2960 2970 rBV2 15789 22082 1.30% 0.175%

23 19.956 3119 3123 3136 rBV2 265401 360607 21.19% 2.863%

Sum of corrected areas: 12593548
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061617\

Data File : BF095960.D

Aca On : 16 Jun 2017 17:37

Operator : SJ/MA

ﬁ?ggle i 13684-01 ROCKY-ROAD-COMP
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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: BF095960.D
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8270-BF060517.M Mon Jun 19 18:06:53 2017 Page: 2



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061617\

Data File : BF095960.D

Aca On : 16 Jun 2017 17:37

Operator : SJ/MA

ﬁ?ggle i 13684-01 ROCKY-ROAD-COMP
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 unknown4.50 Concentration Rank 3

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

4.50 6.75 ng 123633 1,4-Dichlorobenzene-d4 7.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 28
3 3-Hexanol 102 C6H140 000623-37-0 28
4 Propane. l-ethoxv-2-methvyl- 102 C6H140 000627-02-1 25
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 495 (4.498 min): BF095960.D (-492) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1
| 829 420 4.40 4.60 4.80
RMEEESEMESERMBE NSRRI | BRSNS RL. RN HE - m/z 59.10 61.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
57.0
5000 DR R UL
420 4.40 4.60 4.80
29.0 101.0 m/z 101.10 24 .28%
50 | ‘ 73.0 83.0
miz--> L % % 4 5% e b 8 % 1% 10
Abundance
43.0
420 440 460 480
0
5000 5.0 m/z 58.00 14 .99%
15.0 101.0
31.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417 3-Hexanol AL B L N L N B
59.0 4.20 4.40 MO4%
m/z 41.10 10.40%
5000 310 73.0 {\‘
\‘ L N ‘ 84.0 101.0
miz--> 10 20 3'0 & %0 60 70 80 90 100 110 420 440 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061617\

Data File : BF095960.D

Aca On : 16 Jun 2017 17:37

Operator : SJ/MA

ﬁ?ggle i 13684-01 ROCKY-ROAD-COMP
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 unknown6.98 Concentration Rank 1

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

6.98 83.52 ng 1529280 1,4-Dichlorobenzene-d4 7.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 917 (6.981 min): BF095960.D (-913) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 SARNESARRE SR SRS
400 540 6.60 6.80 7.00 7.20 7.40
....,....::...,::..,..I.',..7.5?,0....,..!.,.1??.?....,....,'...,.. m/z 68.05 36.76%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
6.60 6.80 7.00 7.20 7.40
310 510 m/z 134.00 31.18%
'”'ﬂ'MIJ'WH”'P'JI”?EQ”'P'”I”'W'”'P'”I“” T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
6.60 6.80 7.00 7.20 7.40
5000 67.0 m/z 66.00 22.60%
41.0 97.0
53.0
79.0 117.0
107.0
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14500: 1H-Indazole, 7-methy!l- A o
132.0 6.60 6.80 7.00 7.20 7.40
m/z 69.05 13.76%
5000
770 104.0
39.0
....,...u,....Hl...?ﬁ.(f.,..wi,..8.7.?....,w.‘..,l.ls‘%?’,....,‘... -
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061617\
Data File : BF095960.D

Aca On : 16 Jun 2017 17:37

Operator : SJ/MA

Sample : 13684-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 4 unknownl7.62 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
17.62 2.53 ng 43113 Chrysene-di12 18.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 P-Methoxv-P-fluorothiophosphorus... 129 CH5FNOPS 1000311-29-8 32
2 Bicvclol2.2.1Thept-5-en-2-ol 110 C7H100 013080-90-5 25
3 p-Ethvithio-P-fluorothiophosphor... 159 C2H7FNPS2 1000311-29-9 25
4 4-Pvridinamine. 3-nitro- 139 C5H5N302 001681-37-4 23
5 1-Buten-3-yne, 2-methyl- 66 C5H6 000078-80-8 23

Abundance Scan 2726 (17.621 min): BF095960.D (-2719) (-) m/z 66.10 100.00%
66.1
50.1 82.1
5000 08.2
. 3l 760 178 1500
AR AR AR R AR AR A KRR REASN AL RALRS LR AN Lk A LAY m/z 82.10 58.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13082: P-Methoxy-P-fluorothiophosphorus acid amide
66.0 129.0
5000 47.0 95.0 SRMMRESSRES §
17.40 17.60 17.80 18.00
79.0 m/z 50.10 57.68%
113.0
“P“W“figwj“v“'“'““M“'““P“JLHPHW““P“W““P“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
66.0
17,40 17.60 17.80 18.00
5000 m/z 98.20 40.90%
82.0
18.0 39.0 53.0 95.0 110.0
R AR RN RN R AR RRARE AR AR AN LRSS RN LA RN AN BN LR |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30528: p-Ethylthio-P-fluorothiophosphorus acid amide R e B
66.0 17.40 17.60 17.80 18.00
060 131.0 159.0 m/z 46.10 22.62%
5000
46.0
114.0
”P”W””P”W”MP”'M"'P%RW””P”WJ”P”'“”ﬁﬁﬁ“”““ﬁ U DU SRR SO IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061617\

Data File : BF095960.D

Aca On : 16 Jun 2017 17:37

Operator : SJ/MA

ﬁ?ggle i 13684-01 ROCKY-ROAD-COMP
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 1-Dodecanol, 2-octyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.21 5.34 ng 90916 Chrysene-di12 18.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 90
2 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 90
3 1-Octadecanesulphonvl chloride 352 C18H37CI02S 1000342-70-4 90
4 Nonahexacontanoic acid 999 C69H13802 040710-32-5 86
5 Hexatriacontyl trifluoroacetate 619 C38H73F302 1000351-88-6 83
Abundance Scan 2826 (18.209 min): BF095960.D (-2821) (-) m/z 57.10 100.00%
57.1

5000

17.80 18.00 18.20 18.40 18.60
m/z 43.05 72.62%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143260: 1-Dodecanol, 2-octyl-
57.0

5000
17.80 18.00 18.20 18.40 18.60

111.0 m/z 71.10 64.13%
139.0 167.0 196.0 224.0 252.0 280.0

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

57.0

17.80 18.00 18.20 18.40 18.60
5000 83.0 m/z 55.10  42.20%

29.0 111.0

139.0 168.0 196.0 224.0 252.0

Tﬁmwmm‘wmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #185101: 1-Octadecanesulphonyl chloride

17.80 18.00 18.20 18.40 18.60
m/z 69.10 40.46%

5000

111.0133.0 1610

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17.80 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF061617\

Data File : BF095960.D

Acq On : 16 Jun 2017 17:37

Operator : SJ/MA

ﬁ?ggle i 13684-01 ROCKY-ROAD-COMP
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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]
unknown4 .50 4.50 6.8 ng 123633 1 7.32 366225 20.0
unknown6 .98 6.98 83.5 ng 1529280 1 7.32 366225 20.0
unknownl7 .62 17.62 2.5 ng 43113 5 18.29 340237 20.0
1-Dodecanol, 2-oc... 18.21 5.3 ng 90916 5 18.29 340237 20.0
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