LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112519\
Data File : BF117980.D

Aca On : 25 Nov 2019 21:55

Operator :© JU

Sample = K5999-05

Misc :

ALS Vial : 7 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 2.216 15 22 28 rvB 747644 986783 27 .09% 2.724%
2 5.110 505 514 524 rBV 460715 624448 17 .14% 1.724%
3 5.510 576 582 585 rBY 2970351 3050313 83.73% 8.420%
4 6.516 747 753 756 rBVY 3143715 3302679 90.65% 9.117%
5 6.657 772 777 780 rBVY 3511353 3455634 94.85% 9.539%
6 6.887 812 816 819 rBVY 1200751 941359 25.84% 2.599%
7 7.045 839 843 846 rBY 3006781 2513119 68.98% 6.937%
8 7.451 906 912 915 rBVY 2173901 2120065 58.19% 5.852%
9 8.175 1030 1035 1038 rBV 1485646 1285552 35.29% 3.549%
10 9.257 1213 1219 1222 rBvV 3357303 3434272 94.27% 9.480%

11 9.645 1280 1285 1288 rBV 662069 529465 14.53% 1.462%
12 9.939 1329 1335 1338 rBV 1732360 1595654 43.80% 4._.405%
13 10.727 1464 1469 1473 rBV 2795572 2909295 79.86% 8.031%
14 11.427 1583 1588 1592 rBV 1828973 1742157 47.82% 4_.809%
15 11.492 1594 1599 1603 rVB3 44596 49546 1.36% 0.137%

16 11.951 1674 1677 1692 rBV2 276091 282920 7.77% 0.781%
17 12.739 1808 1811 1821 rBV2 76091 80050 2.20% 0.221%
18 13.021 1854 1859 1862 rBV 4033969 3643168 100.00% 10.057%
19 13.921 2008 2012 2028 rBV3 75471 189977 5.21% 0.524%
20 14.080 2034 2039 2042 rVB 1576586 1519029 41.70% 4.193%

21 14.357 2082 2086 2090 rBV 56077 53539 1.47% 0.148%
22 14.545 2114 2118 2121 rBV 59350 54836 1.51% 0.151%
23 14.857 2168 2171 2174 rVB 72225 64994 1.78% 0.179%
24 14.933 2180 2184 2188 rBV 45711 49863 1.37% 0.138%
25 15.204 2226 2230 2239 rVB 80396 99030 2.72% 0.273%
26 15.574 2287 2293 2297 rBV 1020440 1300541 35.70% 3.590%
27 16.051 2370 2374 2379 rBV 66108 98487 2.70% 0.272%
28 16.580 2459 2464 2471 rVB 45141 74911 2.06% 0.207%
29 17.198 2563 2569 2573 rBv4 20394 41922 1.15% 0.116%
30 17.256 2573 2579 2586 rVB4 44980 88056 2.42% 0.243%
31 17.921 2682 2692 2702 rVB9 14540 43600 1.20% 0.120%
Sum of corrected areas: 36225264
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

= Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112519\
: BF117980.D

: 25 Nov 2019 21:55

- Ju

= K5999-05

27 Sample Multiplier: 1

TIC Library :
TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

Abundance
4000000

3000000

2000000

1000000

TIC: BF117980.D

6.66

6.52
5.51 7.05

6.89

511

7.45

0
Time-->

2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00

Abundance
4000000

3000000

2000000

1000000

0

8.17

TIC: BF117980.D

9.26

10.73

9.94 11.43

9.65

11.95
.49 12.74

Time-->

8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

13.00

Abundance
4000000

3000000

2000000

1000000

TIC: BF117980.D

14.08

15.57

13.92 14.3614.54 1418603 1%20 16.05 16.58 11.2@6 17.92

0
Time-->
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13.50

I
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112519\
Data File : BF117980.D

Aca On : 25 Nov 2019 21:55

Operator :© JU

Sample = K5999-05

Misc :

ALS Vial : 7 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.

2.22 20.97 ng 986783 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 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12

Abundance Scan 23 (2.222 min): BF117980.D (-15) (-) m/z 73.00 100.00%
3
5000 43
55 87
37 7 2.20 2.30 2.40 2.50 2.60
ol Sl S e W/Z 43.00  36.34Y%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 55
43 2.20 2.30 2.40 2.50 2.60
- 87 m/z 87.10 26.48%
0 "|"J””"??hhj'%?""|"§?H""|"J'|"'}P}"'|""|""|"'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87
2.20 2.30 2.40 2.50 2.60
5000 55 m/z 55.00 25.36%
L 79 | 97 112 129
O'W'”'P'”I”'W'”'P" '”I”'W'”'P'”I”'W'”'P'”
m/z--> 20 40 50 70 80 90 100 110 120 130
Abundance #2051. 1,3-Dioxolane, 2-methyl- ‘A—y——r—y——y—r
73 2.20 2.30 2.40 2.50 2.60
m/z 41.10 12.23%
5000 43
58
0'W'”“ﬁ'”l“'%'”'P”'P*”I”JW'”'P'”I”'W'”'P'”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60

8270-BF111319.M Tue Nov 26 15:35:08 2019 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112519\
Data File : BF117980.D

Aca On : 25 Nov 2019 21:55

Operator :© JU

Sample = K5999-05

Misc :

ALS Vial : 7 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.

5.11 13.27 ng 624448 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 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 514 (5.110 min): BF117980.D (-505) (-) m/z 43.00 100.00%
43
59
5000
101 SUMENNNED R S N -
480 5.00 5.20 5.40
83
o IR N - N N m/z 59.00 60.32%
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 R I UL LR UL
59 480 500 520 540
m/z 101.00 23.67%
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 #4035: 2,3-Butanedione, monooxime
43
480 500 520 540
5000 m/z 58.00 15.38%
101
15 58
28 60 84 |
S ) R R SN AN AL RRARA RAREA AN AARAN LALA RALRS ARSI 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 R ma e R ARE
59 480 5.00 5.20 5.40
m/z 41.00 9.09%
5000 41
68
0 150 . 126 147
R I AN IR UL LI I IR IR LA SRR LRSS RS SRS BARRY AR R LA AR
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\BF112519\
Data File : BF117980.D

Aca On : 25 Nov 2019 21:55

Operator :© JU

Sample = K5999-05

Misc :

ALS Vial : 7 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 73.42 ng 3455630 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 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 777 (6.657 min): BF117980.D (-772) (-) m/z 132.00 100.00%
32
5000 68
40 | 75 6 " 640 6.60 680 7.00
54 104 . ) . .
0 .,....,...:|l!.‘.‘.7,:!..?:1:~.'.|,..':~.,..5.‘?,....,.'!..,.1.1?.,....,-'...,.. m/z 68.00 39.23%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 UL R R R
6.40 6.60 6.80 7.00
78 m/z 134.00 33.01%
31 54 51
0 'I""Il"'l!ll'!"l""I"'!I""I""I""I""I'"'I""I T
m/z--> 20 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 26.42%
41 97
‘ 53 117
9 g9
bt M sl 5 80 ] aos |aza ]
mz--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R L mmams wa
132 6.40 6.60 6.80 7.00
m/z 69.00 16.43%
117
5000
2 91
M S B W SO | |
mz--> 20 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\BF112519\
Data File : BF117980.D

Aca On : 25 Nov 2019 21:55

Operator :© JU

Sample = K5999-05

Misc :

ALS Vial : 7 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 5
R.T. EstConc Area Relative to ISTD R.T.
11.95 3.25 ng 282920 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 1677 (11.951 min): BF117980.D (-1674) (-) m/z 73.00 100.00%
43 60 7B
5000 129
97 213
Lo 143107171185 199 " 57 256 11.60 11.80 12.00 12.20
0 m/z 43.00 85.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129

11.60 11.80 12.00 12.20

m/z 60.00 84.63%
213
‘J‘“ 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73
43 R e B REREE
11.60 11.80 12.00 12.20
5000 - 129 m/z 41.00 76.32%
‘ 143157 214
oLl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73 11.60 11.80 12.00 12.20
m/z 55.05 69.08%
5000 129
29
143 199 242
‘ | 157171185
ol15 | Il
R R S EAR.

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20

8270-BF111319.M Tue Nov 26 15:35:12 2019 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112519\
Data File : BF117980.D

Aca On : 25 Nov 2019 21:55

Operator :© JU

Sample = K5999-05

Misc :

ALS Vial : 7 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 6 1-Dodecanol, 2-octyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.92 2.50 ng 189977 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 91
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 87
3 17-Pentatriacontene 491 C35H70 006971-40-0 83
4 Oxalic acid. allvl hexadecvl ester 354 C21H3804 1000309-24-4 83
5 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 74

Abundance Scan 2012 (13.921 min): BF117980.D (-2008) (-) m/z 56.95 100.00%
57
83
5000
111
139 230 13.60 13.80 14.00 14.20
04 m/z 43.00 84 .31%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #143260: 1-Dodecanoal, 2-octyl-
57
5000 83 SR DR SN R B
13.60 13.80 14.00 14.20
- o m/z 71.00  67.26%
ol | 0167 106 224 252280
miz--> 0 55 160 1%0 200 250 360 3%0 460 4éo '
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57
83 13.60 13.80 14.00 14.20
5000 m/z 83.00 56.96%
29 111
139 168196 27
0 ”L|""|'ﬁ”ﬁ“k"H'””%qg"l""l”"|""|'“'|
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #234187: 17-Pentatriacontene
43 13.60 13.80 14.00 14.20
m/z 55.00 54 .58Y%
5000 83
YJ 111
0 | 139167196224 267292 321 462 490
miz--> 0 5'0 1(')0 1%0 2(')0 250 300 350 4(')0 4éo ' 13.|60 13.I80 14.'00 14.'20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF112519\
Data File : BF117980.D

Acq On : 25 Nov 2019 21:55

Operator : JU

Sample - K5999-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319_.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... 2.22 21.0 ng 986783 1 6.89 941359 20.0
2-Pentanone, 4-hy... 5.11 13.3 ng 624448 1 6.89 941359 20.0
unknown6 .66 6.66 73.4 ng 3455630 1 6.89 941359 20.0
n-Hexadecanoic acid 11.95 3.3 ng 282920 4 11.43 1742160 20.0
1-Dodecanol, 2-oc... 13.92 2.5 ng 189977 5 14.08 1519030 20.0
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