LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117865.D

Aca On 19 Nov 2019 17:52

Operator :© JU

Sample : K5904-03

Misc :

ALS Vial : 15 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 16 21 30 rvB 567841 717916 21.12% 1.953%
2 5.128 510 517 523 rBV 483344 545887 16.06% 1.485%
3 5.528 580 585 588 rBY 3156806 2862214 84.21% 7.786%
4 6.534 751 756 769 rBVY 3364648 3203425 94.25% 8.715%
5 6.681 777 781 784 rBVY 3747495 3175427 93.43% 8.639%
6 6.916 817 821 824 rBVY 2050512 1590120 46.78% 4.326%
7 7.069 843 847 851 rBVY 2736557 2539894 74.73% 6.910%
8 7.475 911 916 919 rBVY 2285959 1922886 56.58% 5.231%
9 8.204 1036 1040 1043 rBV 2624341 2183773 64.25% 5.941%
10 9.280 1218 1223 1226 rBvV 4171430 3398796 100.00% 9.246%

11 9.674 1286 1290 1293 rBV 325491 273770 8.05% 0.745%
12 9.963 1335 1339 1343 rBV 2823733 2530811 74.46% 6.885%
13 10.751 1469 1473 1477 rBV 2121197 1732290 50.97% 4.713%
14 11.457 1589 1593 1596 rBV 2888810 2344580 68.98% 6.378%
15 11.521 1599 1604 1609 rVB3 60188 58634 1.73% 0.160%

16 13.045 1859 1863 1866 rBV 3618621 3022582 88.93% 8.223%
17 13.968 2013 2020 2035 rBV5 65576 210756 6.20% 0.573%
18 14.104 2039 2043 2047 rVB 2114908 1797280 52.88% 4 _.889%
19 14.268 2067 2071 2075 rBV 40335 41410 1.22% 0.113%
20 14.574 2119 2123 2126 rBV 69715 70298 2.07% 0.191%

21 14.892 2173 2177 2186 rVB 118677 132836 3.91% 0.361%
22 14.968 2186 2190 2194 rBV 71966 73884 2.17% 0.201%
23 15.245 2233 2237 2242 rVB 128965 146419 4_.31% 0.398%
24 15.609 2293 2299 2303 rBV 1368983 1759276 51.76% 4._.786%
25 15.645 2303 2305 2310 rVB 127841 138351 4_.07% 0.376%

26 16.103 2378 2383 2389 rBvV 91403 144167 4.24% 0.392%

27 16.639 2468 2474 2480 rVB2 50521 93884 2.76% 0.255%
28 17.262 2577 2580 2588 rVB5 25632 47204 1.39% 0.128%
Sum of corrected areas: 36758770
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117865.D

Aca On : 19 Nov 2019 17:52

Operator :© JU

Sample - K5904-03

Misc :

ALS Vial : 15 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: BF117865.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117865.D

Aca On : 19 Nov 2019 17:52

Operator :© JU

Sample - K5904-03

Misc :

ALS Vial : 15 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 9.03 ng 717916 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12

Abundance Scan 21 (2.210 min): BF117865.D (-16) (-) m/z 72.95 100.00%
7B A
5000 43
55 87
2.20 2.30 2.40 2.50 2.60
0 ..,....,....,...3.3,|:.'..5?..|..',..??,'..-..,....,....,... m/z 43.00  36.44%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 87.10 25.69%
o ,ﬁg 35 .L‘I 50 | 67 ||, 80
miz--> 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 55.00 24 .95%
29
oo M el e
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73 2.20 2.30 2.40 2.50 2.60
m/z 40.95 11.68%
5000 43
58
0"|'“'|'”“w'“'|*“'|'”'|'”'|'“'|'”k|'“'|'”
m/z--> 10 20 30 40 50 60 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\BF111919\
Data File : BF117865.D

Aca On : 19 Nov 2019 17:52

Operator :© JU

Sample - K5904-03

Misc :

ALS Vial : 15 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 4

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

5.13 6.87 ng 545887 1,4-Dichlorobenzene-d4 6.92
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 25
3 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
4 4-Methoxv-1-pentene 100 C6H120 098386-09-5 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 517 (5.128 min): BF117865.D (-510) (-) m/z 42.95 100.00%
43
59
5000
i PPN
83 : : : :
o IR - NS <IN N — m/z 59.00 58.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L LS UL I L
59 480 500 520 540
m/z 101.00 22 .45%
15 31 101
0 | U Y | 83 ,
R I IR SRS UL LI I IR UL RIS SRR LS RS SRS BARR
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 15.05%
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 #4425: Butane, 1-ethoxy- O EAma e
59 480 5.00 5.20 5.40
31 m/z 41.00 9.00%
5000 41
73
0 '”I'%?'P"'I”"I'“'?}'”I'"W""P'g?l”"%g?”l"'W"'W"'W"'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117865.D

Aca On : 19 Nov 2019 17:52

Operator :© JU

Sample - K5904-03

Misc :

ALS Vial : 15 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 unknown6.68 Concentration Rank 1

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

6.68 39.94 ng 3175430 1,4-Dichlorobenzene-d4 6.92
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 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 781 (6.681 min): BF117865.D (-777) (-) m/z 131.95 100.00%
5000 68
40 % J 640 6.60 6.80 7.00
54 . : : :
o | 77 87 |asus Wl m/z 68.00 39.43%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 UL A R R
6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 33.40%
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 6.80 7.00
5000 67 m/z 66.00 26.22%
41 97
53
T
ol bl ol ol 8820 |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! S  EEEEEEEmE e
57 132 6.40 6.60 6.80 7.00
24 m/z 69.00 16.13%
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\BF111919\
Data File : BF117865.D

Aca On : 19 Nov 2019 17:52

Operator :© JU

Sample - K5904-03

Misc :

ALS Vial : 15 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 Pentafluoropropionic acid, ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.97 2.35 ng 210756 Chrysene-di12 14.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 83
2 n-Nonadecanol-1 284 C19H400 001454-84-8 83
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 83
4 1-Hexadecanol 242 C16H340 036653-82-4 74
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 74
Abundance Scan 2020 (13.968 min): BF117865.D (-2013) (-) m/z 57.00 100.00%
g7
5000 111 149
3 o, 26 28 15050 a0 o0 a2
o s m/z 43.10 95.92%
m/z--> 50 100 150 200 250 300
Abundance #190374: Pentafluoropropionic acid, tetradecyl ester
87 g3
5000 111 LUV SR BN SUNI I
13.60 13.80 14.00 14.20
29 m/z 83.05 95.71%
0 | |[f0 198 199 100 342
m/z--> 50 100 150 200 250 300 '
Abundance #131391: n-Nonadecanol-1
55 83
13.60 13.80 14.00 14.20
5000 111 m/z 55.00 86.53%
29
0 \h bl \H Jhdl 1?9 1 168 196 238 266
m/z--> 50 100 150 200 250 300
Abundance #205392: Trichloroacetic acid, hexadecy! ester A BT o e
3 13.60 13.80 14.00 14.20
69 m/z 97.05 78 .93%
97
5000
125
o 2 J \\\ iy ‘\ " 15\3 196 224
m/z--> 50 100 150 200 250 300 1360 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF111919\
Data File : BF117865.D

Acq On 19 Nov 2019 17:52

Operator : JU

Sample - K5904-03

Misc :

ALS Vial : 15 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 9.0 ng 717916 1 6.92 1590120 20.0
2-Pentanone, 4-hy... 5.13 6.9 ng 545887 1 6.92 1590120 20.0
unknown6 .68 6.68 39.9 ng 3175430 1 6.92 1590120 20.0
Pentafluoropropio... 13.97 2.4 ng 210756 5 14.10 1797280 20.0
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