LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112519\
Data File : BF117986.D

Aca On : 26 Nov 2019 00:46

Operator :© JU

Sample = K5970-07

Misc :

ALS Vial : 13 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-BF111319.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 2.210 13 21 29 rvB 798559 1058919 24.35% 2.635%
2 5.110 504 514 522 rBV 505513 671949 15.45% 1.672%
3 5.510 576 582 585 rBY 3170372 3197039 73.51% 7 .955%
4 6.516 747 753 756 rBVY 3166878 3431681 78.90% 8.539%
5 6.657 772 777 780 rBVY 3646616 3614821 83.11% 8.995%
6 6.887 813 816 820 rBVY 1253072 1030836 23.70% 2.565%
7 7.045 839 843 846 rBVY 3201957 2827821 65.02% 7.036%
8 7.451 906 912 915 rBVY 2247088 2281780 52.46% 5.678%
9 8.175 1030 1035 1038 rBvV 1734067 1409437 32.41% 3.507%
10 9.257 1213 1219 1222 rBV 4760222 4349211 100.00% 10.822%

11 9.645 1281 1285 1289 rBV 735937 630770 14.50% 1.570%
12 9.939 1327 1335 1338 rBV 2020612 1750873 40.26% 4_357%
13 10.727 1464 1469 1473 rBV 3018431 3058997 70.33% 7.612%
14 11.427 1584 1588 1591 rBV 1996856 1809364 41.60% 4.502%
15 11.451 1591 1592 1596 rVvVv 100354 65528 1.51% 0.163%

16 11.492 1596 1599 1603 rVB3 78291 84489 1.94% 0.210%
17 11.951 1674 1677 1685 rVB2 540629 502371 11.55% 1.250%
18 12.645 1791 1795 1801 rBV 258820 273604 6.29% 0.681%
19 12.739 1808 1811 1816 rBV 162564 159706 3.67% 0.397%
20 12.874 1829 1834 1841 rBV 208231 223715 5.14% 0.557%

21 13.021 1850 1859 1862 rBV 4583879 4092246 94.09% 10.183%
22 13.092 1868 1871 1876 rVB4 37916 55799 1.28% 0.139%
23 13.921 2008 2012 2034 rVB4 402162 1033836 23.77% 2.572%
24 14.080 2034 2039 2041 rBV 1051085 1090633 25.08% 2.714%
25 14.104 2041 2043 2045 rVB 62451 50497 1.16% 0.126%

26 14.857 2169 2171 2175 rBV 74774 77535 1.78% 0.193%
27 15.133 2215 2218 2221 rBV 63828 100500 2.31% 0.250%
28 15.210 2228 2231 2234 rBV 95013 118795 2.73% 0.296%
29 15.580 2289 2294 2297 rBV 753755 1051722 24.18% 2.617%
30 16.062 2373 2376 2380 rVB 67786 83518 1.92% 0.208%

Sum of corrected areas: 40187992
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112519\
Data File : BF117986.D

Aca On : 26 Nov 2019 00:46

Operator :© JU

Sample : K5970-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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: BF117986.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112519\
Data File : BF117986.D

Aca On : 26 Nov 2019 00:46

Operator :© JU

Sample : K5970-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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.

2.21 20.54 ng 1058920 1,4-Dichlorobenzene-d4 6.89
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 56
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Acetamide. N-ethvl- 87 C4HONO 000625-50-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 21 (2.210 min): BF117986.D (-13) (-) m/z 73.00 100.00%
7B ﬂ
5000
43
55 87
37 | 7 2.20 2.30 2.40 2.50 2.60
o} A LY N NS OO -1 A PN N—— m/z 43.00 34.70%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4492: Butane, 2-methoxy-2-methyl-
7B
5000 55
43 2.20 2.30 2.40 2.50 2.60
- 87 m/z 87.10 25.64%
O |"J”|§?"|J!J'??'“ "?%'§?|L’ "|"'L|"' }P}"'I
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
7
41 55 87 2.20 2.30 2.40 2.50 2.60
5000 m/z 54.95 23.32%
29
1? M\ ‘ l ‘ 1 “\ 67\H\ . 97
G R U S S SULI IS SURI I IR I UL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4436: Pentane, 3-methoxy-
78 2.20 2.30 2.40 2.50 2.60
m/z 40.95 11.26%
5000
45
29
0 3O ™ er | 101 4“ i
m/z--> 10 20 30 40 5 6 70 8 90 100 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112519\
Data File : BF117986.D

Aca On : 26 Nov 2019 00:46

Operator :© JU

Sample : K5970-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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.

5.11 13.04 ng 671949 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 32
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 514 (5.110 min): BF117986.D (-504) (-) m/z 43.00 100.00%
a3
59
5000
101 SRS 1
51, o7 83 4.80 500 520 5.40
Obrrr ey e m/z 59.00 60.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 AR UL LS LA A
59 480 500 520 540
m/z 101.00 24 _20%
15 31 101
| ol 91 .| 83 ,
) R S SR AN AR AR RAREA RARAN AARAN AARA SALRS SRS RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
480 500 520 540
5000 M m/z 58.00 15.39%
68
0 ILI_50 L 126 147
R I IR IR UL LI I I UL RN SRR LRSS B SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime R e R REERY
43 480 500 520 5.40
m/z 41.00 9.25%
5000
101
15 58
28 L 69 84 |
S ) R R SN RN ARAR RRARA RAREA RARAN AARAN AALA RALRS SRS RARRY IR LR UL AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112519\
Data File : BF117986.D

Aca On : 26 Nov 2019 00:46

Operator :© JU

Sample : K5970-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 unknown6.66 Concentration Rank 1

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

6.66 70.13 ng 3614820 1,4-Dichlorobenzene-d4 6.89
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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 777 (6.657 min): BF117986.D (-772) (-) m/z 132.00 100.00%
5000 68
40 s o J " 640 6.60 680 7.00
o |7 er [ ysms | h/z 68.00 39.48%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 UL R R R
6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 33.02%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
" 640 6.60 680 7.00
5000 67 m/z 66.00 26.70%
41 97
53
T
ol bl ol ol 8820 |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! I e S N ma
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 16.84%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S | | I
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112519\
Data File : BF117986.D

Aca On : 26 Nov 2019 00:46

Operator :© JU

Sample : K5970-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 6
R.T. EstConc Area Relative to ISTD R.T.
11.95 5.55 ng 502371 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 89
5 Octadecanoic acid 284 C18H3602 000057-11-4 76
Abundance Scan 1677 (11.951 min): BF117986.D (-1674) (-) m/z 72.95 100.00%
43 B
5000 129
97 213 LI LI L L O L L L B B
Lﬁu 1 157 185 oog 256 204 11.60 11.80 12.00 12.20
(o} m/z 43.00 85.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107549: n-Hexadecanoic acid
43 0
5000 129 AN NSRS
11. 60 11.80 12.00 12.20
m/z 60.00 82 .05%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #84453: Tetradecanoic acid
78
43 11.60 11.80 12.00 12.20
5000 m/z 55.00 66.30%
129
‘ 185 228
2
ok HIIIHI\II\”HIH Al M‘ h“ .‘l‘llu‘.‘ :!.f]-lglléﬁl .‘..2. .O... i T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95851: Pentadecanoic acid
43 | 78 11.60 11.80 12.00 12.20
m/z 41.05 66.01%
5000 129
2
0...,.‘;..%:‘.. R R R R SRR S AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11. 60 11. 80 12. 00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112519\
Data File : BF117986.D

Aca On : 26 Nov 2019 00:46

Operator :© JU

Sample : K5970-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Heptadecyl heptafluorobutyrate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.92 18.96 ng 1033840 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 83
2 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 70
3 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 70
4 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 70
5 Eicosyl pentafluoropropionate 444 C23H41F502 1000351-80-8 64
Abundance Scan 2012 (13.921 min): BF117986.D (-2008) (-) m/z 57.00 100.00%
57
83 302
5000
111 230
| =0 a0 | 1560 1980 140 1420
ol b ) 27a®0 | 260 y30  w/z 43.10 83.14%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227401: Heptadecy! heptafluorobutyrate
57
5000 SRR AR IR SRR
13.60 13.80 14.00 14.20
m/z 302.10 68.75%
29 139 169 210238 oo
0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #222139: Nonadecy! pentafluoropropionate
57 o
13.60 13.80 14.00 14.20
5000 m/z 83.00 66 .93%
125
o Z?J iy \ \li153182210238266 311 412
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #235928: Octacosyl trifluoroacetate B B
57 13.60 13.80 14.00 14.20
m/z 55.00 62 .04%
97
5000
29 125
ob il l¢153181208 250 278306 334 364 392 437 488
m/z--> 50 100 150 200 250 300 350 400 450 ' 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112519\
Data File : BF117986.D

Aca On : 26 Nov 2019 00:46

Operator :© JU

Sample : K5970-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 8 Tetracosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.21 2.26 ng 118795 Perylene-d12 15.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 70
2 Nonadecane 268 C19H40 000629-92-5 70
3 Hentriacontane 437 C31H64 000630-04-6 68
4 Triacontane 422 C30H62 000638-68-6 64
5 Eicosane 282 C20H42 000112-95-8 64
Abundance Scan 2231 (15.210 min): BF117986.D (-2228) (-) m/z 57.00 100.00%
g7
85
5000

330 360 14.80 15.00 15.20 15.40 15.60
Ol Lt m/z 71.10 76.88%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175556: Tetracosane
57
85
5000 TT T T [T T I T [T T T T [ TTTT[TT

14.80 15.00 15.20 15.40 15.60
29 m/z 43.05 65.62%

FE L] M3,192 160 197 225 253 281 309 338

(oI N 0 A A R P G
m/z--> 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane
57
R R ARE mE T
14.80 15.00 15.20 15.40 15.60
5000 85 m/z 85.05 60.77%
29
I e B o T A B B B B e B I a
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane A EEE TS
57 14.80 15.00 15.20 15.40 15.60
m/z 55.00 25.86%
5000 85
113 141 169
0 u |0+ 169 197 225 253 281 309 337 365 437
m/z--> 50 100 150 200 250 300 350 400 14. 80 15. 00 15 20 15. 40 15 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF112519\
Data File : BF117986.D

Acq On : 26 Nov 2019 00:46

Operator : JU

Sample - K5970-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319_.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... 2.21 20.5 ng 1058920 1 6.89 1030840 20.0
2-Pentanone, 4-hy... 5.11 13.0 ng 671949 1 6.89 1030840 20.0
unknown6 .66 6.66 70.1 ng 3614820 1 6.89 1030840 20.0
n-Hexadecanoic acid 11.95 5.5 ng 502371 4 11.43 1809360 20.0
Heptadecyl heptaf... 13.92 19.0 ng 1033840 5 14.08 1090630 20.0
Tetracosane 15.21 2.3 ng 118795 6 15.58 1051720 20.0
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