LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM092519\
Data File : BM022773.D

Aca On : 25 Sep 2019 16:03

Operator :© JU

Sample : PB123301BL

Misc :

ALS Vial : 6 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 M\METHODS\8270-BM092019 .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 3.022 3 6 21 rVB 1615298 1883749 17.33% 3.033%
2 5.398 404 410 424 rBV 3120608 4568684 42.03% 7 .356%
3 6.987 672 680 693 rBY 3244633 4992428 45.93% 8.039%
4 7.351 734 742 756 rBVY 3313893 5241198 48.22% 8.439%
5 7.816 815 821 829 rBV 800734 1261047 11.60% 2.030%
6 8.139 869 876 884 rBVY 2611871 4184669 38.50% 6.738%
7 8.975 1009 1018 1030 rBV 1820555 3061679 28.17% 4 _.930%
8 10.610 1289 1296 1307 rBV 989769 1625112 14.95% 2.617%
9 13.074 1708 1715 1733 rBVY 5186417 7561307 69.56% 12.175%
10 13.904 1850 1856 1866 rVB 207999 295457 2.72% 0.476%

11 14.451 1943 1949 1957 rBV2 1415928 2081798 19.15% 3.352%
12 15.939 2195 2202 2209 rBV 3984864 5612158 51.63% 9.036%
13 17.192 2408 2415 2422 rBV2 1635742 2333576 21.47% 3.757%
14 18.086 2563 2567 2576 rBV 111631 166984 1.54% 0.269%
15 19.815 2855 2861 2867 rBV 9177416 10869872 100.00% 17.502%

16 21.086 3073 3077 3083 rBV3 232651 367656 3.38% 0.592%
17 21.144 3083 3087 3094 rvVv 350112 403002 3.71% 0.649%
18 21.368 3120 3125 3130 rBV 1981674 2441421 22.46% 3.931%
19 21.527 3149 3152 3157 rBV 123129 137696 1.27% 0.222%
20 21.968 3224 3227 3231 rBV 135613 159674 1.47% 0.257%

21 22.438 3304 3307 3313 rVB 153626 188236 1.73% 0.303%
22 22.956 3392 3395 3402 rVB2 155619 218748 2.01% 0.352%
23 23.638 3505 3511 3521 rVB 1301881 2450206 22.54% 3.945%

Sum of corrected areas: 62106357
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM092519\
Data File : BM022773.D

Aca On : 25 Sep 2019 16:03

Operator : JU

Sample : PB123301BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM092019.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: BM022773.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM092519\
Data File : BM022773.D

Aca On : 25 Sep 2019 16:03

Operator :© JU

Sample : PB123301BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM092019.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.

3.02 29.88 ng 1883750 1,4-Dichlorobenzene-d4 7.82
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 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 6 (3.022 min): BM022773.D (-3) (-) m/z 73.10 100.00%
7B
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55 87 IIIIIIIIIIIIIIIIIIIIII
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bl e e 28 Tm/z 43.10 34.11%
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Abundance #4492: Butane, 2-methoxy-2-methyl-
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5000 L L L L B L BN I}
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| 101
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—

Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 e o EREE S
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5000 41 55 m/z 55.10 24.05%
29
I, \‘\ Lol L or 12 1z
O o L S A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73 3.10 3.20 3.30 3.40
m/z 41.10 11.27%
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29 ‘ 87
0 ‘H\ il I ‘
L B e LA e e BB R e e e  RREEE e
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM092519\
Data File : BM022773.D

Aca On : 25 Sep 2019 16:03

Operator :© JU

Sample : PB123301BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM092019.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 unknown7.35 Concentration Rank 1

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

7.35 83.12 ng 5241200 1,4-Dichlorobenzene-d4 7.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 742 (7.351 min): BM022773.D (-734) (-) m/z 132.00 100.00%
5000 68
40 % 700 720 7.40 760
54 - : : :
ol 8 Ly 20T m/z 68.10 37.81%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RS SRS RARANSARARE
7.00 7.20 7.40 7.60
31 51 m/z 134.00 32.59%
0"LH!'“W'P“L"'W“"W" R SN BRI SR B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
32
A LI R SR L
7.00 7.20 7.40 7.60
5000 67 m/z 66.10 24.75%
41 97
53
L |
0....“i“..“.‘.l“.“l‘.‘.“l‘...‘ﬁlu...“|..H.|....|....|....|....|...
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil R AL
132 7.00 7.20 7.40 7.60
m/z 69.10 15.19%
5000
91 105
39 51 65 77 | 117 | 145159 178 208 222
m/z--> 40 60 80 100 120 140 160 180 200 220 700 7.0 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM092519\
Data File : BM022773.D

Aca On : 25 Sep 2019 16:03

Operator :© JU

Sample : PB123301BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM092019.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 Docosyl pentafluoropropionate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.09 3.01 ng 367656 Chrysene-di12 21.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 87
2 Nonadecvl heptafluorobutvrate 480 C23H39F702 1000351-83-9 81
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 81
4 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 76
5 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 76

Abundance Scan 3078 (21.091 min): BM022773.D (-3073) (-) m/z 57.05 100.00%
57
5000 85
ﬂ H T e o0 220 pr
139 281 : ) . .
1 .,....,|....2?2...-.,.3.2?.3,5?...,“.1?..,.. m/z 43.10 72.11%
m/z--> 0 50 150 200 250 300 350 400 450
Abundance #231356. Docosyl pentafluoropropionate
57
97
5000 UL SRS UGS B
20.80 21.00 21.20 21.40
125 m/z 71.10 64 .39%
o 2?, | l“l‘1§3181 224250 280308 353 454
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #232520: Nonadecy! heptafluorobutyrate
57 97
20,80 21.00 21.20 21.40
m/z 55.05 47 .05%
5000 125 (
0 219\ | ‘ n \ \ Jl i J 196 238 2?6 311 462
m/z--> 0 5 100 150 200 2éo 360 350 400 4%0
Abundance #109268: Ethanol, 2-(tetradecyloxy)- B B e
57 20.80 21.00 21.20 21.40
m/z 85.05 46.36%
83
5000
29 111
1 ‘J‘ J P_3g 168 196 227 258
Y . — R
m/z--> 0 éo 100 1%0 260 250 300 350 400 450 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM092519\
Data File : BM022773.D

Aca On : 25 Sep 2019 16:03

Operator :© JU

Sample : PB123301BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM092019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 5 Diethylene glycol dibenzoate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.14 3.30 ng 403002 Chrysene-di12 21.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvlene alvcol dibenzoate 314 C18H1805 000120-55-8 90
2 2.2"-(Ethane-1.2-divlbis(oxv))bi... 358 C20H2206 1000366-99-4 83
3 Benzoic acid. 2-(3-nitrophenvDe... 271 C15H13N0O4 1000368-22-4 72
4 1.3-Dioxolane. 2-(methoxvmethvl)... 194 C11H1403 1000156-71-2 53
5 2-(2-CarboxyvinylD)pyridine, trans 149 C8H7NO2 007340-22-9 52
Abundance Scan 3086 (21.139 min): BM022773.D (-3083) (-) m/z 105.00 100.00%
105
149
5000 77
51 20.80 21.00 21.20 21.40
bbb 1228 | 179 209 251 282 327 385 m/z 149.00  75.98%
m/z--> 50 100 150 200 250 300 350
Abundance #156210: Diethylene glycol dibenzoate
105 149
5000 UM UM SR B
77 20.80 21.00 21.20 21.40
m/z 77.00 42 .45%
ol 27 o1 123 179
m/z--> 50 100 150 200 250 300 350
Abundance #189292: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diyl...
105
149 20.80 21.00 21.20 21.40
5000 m/z 51.00 10.27%
77
o2 Pt | | 13 | 179 209 23
m/z--> 50 100 150 200 250 300 350
Abundance #120019: Benzoic acid, 2-(3-nitrophenyl)ethyl ester
149 20.80 21.00 21.20 21.40
m/z 106.00 8.43%
105
5000 77
oLz o 178
m/z--> 50 100 150 200 250 300 350 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM092519\
Data File : BM022773.D

Acq On : 25 Sep 2019 16:03

Operator : JU

Sample : PB123301BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM092019_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... 3.02 29.9 ng 1883750 1 7.82 1261050 20.0
unknown? .35 7.35 83.1 ng 5241200 1 7.82 1261050 20.0
Docosyl pentafluo... 21.09 3.0 ng 367656 5 21.37 2441420 20.0
Diethylene glycol... 21.14 3.3 ng 403002 5 21.37 2441420 20.0
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