LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71519\

Data File : BF115578.D

Aca On : 16 Jul 2019 00:59 Instrument :

Operator : HP/JU E?Afs el
- _ lentosampleld :

3?22'6 : K3620-03 2X CL-01-071219-B

ALS Vial : 23 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF071219.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 2.193 13 18 24 rVB 951653 1237864 53.63% 5.411%
2 5.504 576 581 584 rBY 2205938 2134978 92 .50% 9.332%
3 6.504 746 751 754 rBVY 2467300 2173688 94.18% 9.501%
4 6.651 772 776 779 rBVY 2619633 2308091 100.00% 10.089%
5 6.881 812 815 819 rBVY 1209292 1020103 44.20% 4 _.459%
6 7.039 838 842 845 rBVY 1978827 1578268 68.38% 6.899%
7 7.439 905 910 913 rBVY 1220840 1169211 50.66% 5.111%
8 8.163 1029 1033 1036 rBv 1472168 1201607 52.06% 5.252%
9 9.239 1212 1216 1230 rBvV 2149215 2003088 86.79% 8.755%
10 9.627 1279 1282 1291 rVB 174673 161257 6.99% 0.705%

11 9.916 1327 1331 1347 rBV 1352496 1227724 53.19% 5.366%
12 10.698 1461 1464 1479 rBV 1003875 1068111 46.28% 4_.669%
13 11.398 1580 1583 1586 rBV 1102580 1059743 45.91% 4.632%

14 11.422 1586 1587 1592 rVV 113098 91591 3.97% 0.400%
15 11.474 1593 1596 1600 rVB 29749 29084 1.26% 0.127%
16 11.904 1665 1669 1670 rBV 37420 30751 1.33% 0.134%
17 11.927 1670 1673 1679 rVB2 165874 170140 7.37% 0.744%
18 12.016 1684 1688 1690 rVV 52314 63935 2.77% 0.279%
19 12.039 1690 1692 1698 rVB 31625 30813 1.33% 0.135%
20 12.451 1759 1762 1765 rBV 45713 46507 2.01% 0.203%
21 12.486 1765 1768 1770 rVVv2 29097 37676 1.63% 0.165%
22 12.539 1774 1777 1781 rBvV4 18692 32038 1.39% 0.140%
23 12.610 1786 1789 1794 rBV 103507 108834 4.72% 0.476%
24 12.710 1803 1806 1809 rBV2 46572 51269 2.22% 0.224%

25 12.839 1823 1828 1834 rBV 149834 170617 7.39% 0.746%

26 12.980 1848 1852 1856 rBV 1614778 1509690 65.41% 6.599%

27 13.057 1862 1865 1872 rBV3 29736 43951 1.90% 0.192%
28 13.168 1879 1884 1888 rVB 40529 61293 2.66% 0.268%
29 13.274 1899 1902 1904 rBV 32446 32351 1.40% 0.141%
30 13.398 1920 1923 1927 rBV 27963 26633 1.15% 0.116%

31 13.892 2004 2007 2016 rBV6 80855 152978 6.63% 0.669%
32 14.039 2027 2032 2035 rBV 919912 1023053 44.32% 4._.472%
33 15.504 2277 2281 2286 rBV 594687 821263 35.58% 3.590%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071519\
Data File : BF115578.D

Aca On 16 Jul 2019 00:59

Operator : HP/JU

Sample : K3620-03 2X

Misc :

ALS Vial : 23 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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071219.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 22878200
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071519\
Data File : BF115578.D

Aca On 16 Jul 2019 00:59

Operator : HP/JU

Sample : K3620-03 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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: BF115578.D

2500000 6.5(5{65
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Abundance TIC: BF115578.D
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Abundance TIC: BF115578.D
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14.04
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071519\
Data File : BF115578.D

Aca On 16 Jul 2019 00:59

Operator : HP/JU

Sample : K3620-03 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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.

2.19 24 .27 ng 1237860 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 18 (2.193 min): BF115578.D (-13) (-) m/z 73.00 100.00%

3
5000
43
55 87

37 | 65 220 230 240 250 2.60
"|'"'|""II|:'I"I""I'"'Il'l"l""l""l""I""|""|"" m/z 43.00 32.94%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000
43 55 2.20 2.30 2.40 2.50 2.60
7 87 m/z 87.05 25.31%
s el e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 RN e e  RRRRRRERE
2.20 2.30 2.40 2.50 2.60
5000 55 m/z 55.00 23.29%
, 79 |, 97 112 129
”,”.q.”.“.” .”,”.w.”.“.”,”.w.”.“.”
m/z--> 20 70 80 90 100 110 120 130
Abundance #4436. Pentane, 3-methoxy- e
73 220230240250260

m/z 71.05 10.89%

5000
45
29
Ll 39M 55 67 101

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 240 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071519\
Data File : BF115578.D

Aca On 16 Jul 2019 00:59

Operator : HP/JU

Sample : K3620-03 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 unknown6.65 Concentration Rank 1

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

6.65 45.25 ng 2308090 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 776 (6.651 min): BF115578.D (-772) (-) m/z 132.00 100.00%
5000 68
40 | 6 " 640 6.60 6.80 7.00
54 75 104 : : . :
....,...::':..4.8,::..?%:~.'.|,..':.,..5.‘?,..!.,.':..,.1.1.5.,....,"...,.. m/z 68.00 39.09%
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 U UL L L
6.40 6.60 6.80 7.00
78 m/z 134.00 33.23%
138 44
”'WL”WP!”JL'W'”!P'“I”'W'”'P'” RS SRR BARRE BN
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal

132

6.40 6.60 6.80 7.00

5000 67 m/z 66.00 25.30%
41 53 97
79 117
salll | enil] P ee | 103110 | 120

R R s E R e e o

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!- e AR

132 6.40 6.60 6.80 7.00

m/z 69.10 15.54%

5000

104
63

3‘9 51 7‘7 920 117 I
| 1 | I |

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:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071519\
Data File : BF115578.D

Aca On 16 Jul 2019 00:59

Operator : HP/JU

Sample : K3620-03 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 4 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.93 3.21 ng 170140 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 n-Decanoic acid 172 C10H2002 000334-48-5 70
4 Pentadecanoic acid 242 C15H3002 001002-84-2 58
5 Undecanoic acid 186 C11H2202 000112-37-8 58
Abundance Scan 1673 (11.927 min): BF115578.D (-1670) (-) m/z 73.00 100.00%
73
43 60
5000 129 192
7 213 S Hh o W T N VP
L M' 011° | 1712 207 296 1160 11.80 12.00 12.20
I m/z 60.00 74 .58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 7B
5000 129 L BRI BRI BRI SUUL

11,60 11.80 12,00 12.20
m/z 43.00 70.91%

213
143 157171 185 199

J

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid

60 73
43 BB EESERRRRERRE SR
11.60 11.80 12.00 12.20

5000 - 129 m/z 57.00 60.82%

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

143 157 214

]

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12. 20

Abundance #39472: n-Decanoic acid L B B B R e S
60 73 11.60 11.80 12.00 12.20
a m/z 41.00 55.25%
5000y 29 129
87
Y W S e
| 1 )
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071519\
Data File : BF115578.D

Aca On 16 Jul 2019 00:59

Operator : HP/JU

Sample : K3620-03 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Benzene, 1,1"-(1,3-butadiyn... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.61 2.05 ng 108834 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fluoranthene 202 C16H10 000206-44-0 97
2 Pvrene 202 C16H10 000129-00-0 93
3 Benzene. 1.1"-(1.3-butadivne-1.4... 202 C16H10 000886-66-8 81
4 4-Methoxv-naphthalene-1-carboxvl... 202 C12H1003 1000317-85-4 38
5 Succinic acid, di(4-cyanophenyl)... 320 C18H12N204 1000360-71-2 37
Abundance Scan 1789 (12.610 min): BF115578.D (-1786) (-) m/z 202.10 100.00%
202
5000
12.20 12.40 12.60 12.80 13.00
124 137 120 163175 191 m/z 200.00  20.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #62828: Fluoranthene
202
5000
12.20 12.40 12.60 12.80 13.00
101 m/z 203.00 17.69%
273950 63 75 8 | 122134 150 163174 187
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #62826: Pyrene
202
12.20 12.40 12.60 12.80 13.00
5000 m/z 201.10 14 .64%
101
15 27 39 50 63 79 \‘ 122134 150 163174 187 ‘M
m/z--> 20 40 60 85 160 120 140 160 180 200 220
Abundance #62829: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis-
202 12.20 12.40 12.60 12.80 13.00
m/z 101.00 13.21%
5000
27 39 51 63 75 88 101y4, 126737190 163174 197 M
m/z--> 20 40 60 80 1c')o 120 140 160 180 200 220 12.20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071519\
Data File : BF115578.D

Aca On 16 Jul 2019 00:59

Operator : HP/JU

Sample : K3620-03 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Cyclotetradecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.89 2.99 ng 152978 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 98
2 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 93
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 90
4 Dichloroacetic acid. heptadecvl ... 366 C19H36CI202 1000282-98-2 90
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 90
Abundance Scan 2007 (13.892 min): BF115578.D (-2004) (-) m/z 57.00 100.00%

5000

:

215 o248 L L B
277 306 326 13.60 13.80 14.00 14.20

m/z 43.05 95.57%

140 168184

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #58277: Cyclotetradecane
55

%

13.I60 13.I80 14.I00 14!20
m/z 83.00 92.56%

5000

r

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164113: Trifluoroacetic acid, pentadecy! ester
97
83 IIIIIIIIIIIIIIIIIIIIIII
41 13.60 13.80 14.00 14.20
5000 m/z 69.00 83.58%
15 | 180156 182 210 537255 M
SRAuianapay
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane AR EEREE L
57 13.60 13.80 14.00 14.20
97 m/z 55.00 83.47%
41
125
15 “ | 154 180196 224 9251269 320
R Ransay AR EEREE L
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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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BFO071519\
Data File : BF115578.D

Acq On 16 Jul 2019 00:59

Operator : HP/JU

Sample - K3620-03 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071219_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 2.19 24_.3 ng 1237860 1 6.88 1020100 20.0
unknown6 .65 6.65 45.3 ng 2308090 1 6.88 1020100 20.0
n-Hexadecanoic acid 11.93 3.2 ng 170140 4 11.40 1059740 20.0
Benzene, 1,1°"-(1,... 12.61 2.0 ng 108834 4 11.40 1059740 20.0
Cyclotetradecane 13.89 3.0 ng 152978 5 14.04 1023050 20.0
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