LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121319\
Data File : BF118194.D

Aca On : 13 Dec 2019 18:59

Operator :© JU

Sample : K6274-01

Misc :

ALS Vial : 18 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-BF120619 .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 2.116 3 5 11 rVB 298938 333788 6.68% 1.058%
2 5.075 503 508 520 rVB 342339 411180 8.23% 1.303%
3 5.487 574 578 586 rBY 2098851 1959198 39.22% 6.210%
4 6.498 745 750 762 rBVY 2266824 2136956 42.78% 6.773%
5 6.640 769 774 777 rBV 2659646 2298915 46.02% 7.286%
6 6.869 809 813 818 rBV 730852 641475 12.84% 2.033%
7 7.022 835 839 843 rBVY 2259986 1945341 38.94% 6.166%
8 7.428 904 908 919 rBVY 1364793 1379322 27.61% 4_.372%
9 8.151 1024 1031 1039 rBV 881052 821955 16.45% 2.605%
10 9.228 1210 1214 1218 rBY 3001624 2807605 56.20% 8.899%

11 9.316 1223 1229 1231 rBV4 148002 238865 4.78% 0.757%
12 9.545 1265 1268 1271 rBV3 272516 360127 7.21% 1.141%
13 9.586 1273 1275 1279 rVB3 168009 192791 3.86% 0.611%
14 9.634 1279 1283 1286 rBV2 951528 1216080 24.34% 3.854%
15 9.786 1305 1309 1311 rBV4 452309 666626 13.34% 2.113%

16 9.822 1312 1315 1318 rVvV3 596133 802228 16.06% 2.543%
17 9.863 1319 1322 1324 rBV3 429799 569634 11.40% 1.805%
18 9.916 1328 1331 1335 rVB 1160538 1388124 27.79% 4._.400%
19 10.181 1373 1376 1379 rBV2 1188745 1310109 26.23% 4.152%
20 10.239 1384 1386 1387 rBV 678972 588341 11.78% 1.865%

21 10.592 1443 1446 1450 rVB 2820658 3147469 63.01% 9.976%
22 10.869 1490 1493 1499 rVB 4312057 4995554 100.00% 15.833%
23 15.174 2222 2225 2230 rVB 229560 253424 5.07% 0.803%
24 15.557 2286 2290 2297 rVB2 655272 921638 18.45% 2.921%
25 16.010 2363 2367 2372 rVB2 113923 164504 3.29% 0.521%

Sum of corrected areas: 31551249
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\SVOASRVA\HPCHEMI\BNA F\DATA\BF121319\

BF118194.D

13 Dec 2019 18:59

Ju

K6274-01

18 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF120619 .M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L

ion Parameters: LSCINT.P

Abundance

1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000

TIC: BF118194.D

o ——
Time-->

Abundance

1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000

0

TIC: BF118194.D

10.87

Time-->

T
9.50 10.00 10.50 11.00 11.50

12.00

12.50

13.00

Abundance

1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000

0

TIC: BF118194.D

15.17 15.56

16.01

1
13.50

Time-->

14.00 14.50 15.00

15.50 16.00 16.50

17.00

I
17.50

I
18.00

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121319\
Data File : BF118194.D

Aca On : 13 Dec 2019 18:59

Operator :© JU

Sample : K6274-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 8

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

2.12 10.41 ng 333788 1,4-Dichlorobenzene-d4 6.87
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 64
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 6 (2.122 min): BF118194.D (-3) (-) m/z 73.05 100.00%
73.0
5000 A
43.1
55.0 87.0

2.20 2.30 2.40 2.50
X Ot B O m/z 43.10 31.67%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000

2.20 2.30 2.40 2.50

43.0
55.0 87.0 m/z 87.05 27.61%
29.0
0 . |
B B B L e B R Ea
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
e
410 550 87.0 220 2.30 2.40 2.50
5000 ’ m/z 55.05 21.49%
29.0
0 15\'0 H\ ‘ l ‘ 1 ‘\\ \H\ . 97.0
L LA B B e A
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1997: Silane, tetramethyl- R AR EE
73.0 2.20 2.30 2.40 2.50

m/z 71.10 10.09%

5000
45.0
o 29.0 37.0 || 59.0 ! 88.0

m/z--> 10 20 30 40 50 60 70 80 90 100 2,20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121319\
Data File : BF118194.D

Aca On : 13 Dec 2019 18:59

Operator :© JU

Sample : K6274-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 6

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

5.07 12.82 ng 411180 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 9
4 Butane 58 C4H10 000106-97-8 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 507 (5.069 min): BF118194.D (-503) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 U A
| 83.0 4.80 500 5.20 5.40
ot 1 S vt m/z 59.10 59.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R RN LS IR L
4.80 500 5.20 5.40
59.0 m/z 101.00 23.99%
27|'.0| 1] | 71.0 83.0 o0
G R R S SR AN AR RRARA RARSA RARAN AARAN LA 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
59.0
480 500 520 540
5000 410 m/z 58.00 14.28%
o | T A Y 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone A e Eam ma
43.0 4.80 500 5.20 5.40
m/z 41.05 9.65%
5000 1010
28.0 59.0
"'I%?;gl"ww""W""I'J“t'"'T?:?'?fnﬁl""la"'v"'I""I"”I""I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121319\
Data File : BF118194.D

Aca On : 13 Dec 2019 18:59

Operator :© JU

Sample : K6274-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.64 Concentration Rank 1

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

6.64 71.68 ng 2298920 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 774 (6.640 min): BF118194.D (-769) (-) m/z 132.00 100.00%
13%.0
5000
68.1 L
01 540 % s | o ah ok 7o
01 L L e B o m/z 68.10 35.20%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0
5000 98.0 116.0 S S AR A
6.40 6.60 6.80 7.00
m/z 134.00 33.18%
ol 158.0 189.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132.0
117.0 " 640 6.60 6.80 7.00
5000 m/z 66.00 23.54%
91.0
39.0 65.0 ‘ ‘
0||‘|||‘|‘||“N||“l‘|||‘“|||‘=||“i‘||l‘||l"||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14770: Cyclopropanamine, 1-phenyl- A E L e o ARaa R
132.0 6.40 6.60 6.80 7.00
m/z 69.05 14 .59%
104.0
5000
51.0 77.0
0 |..3?'9|....|....luuuuluufm:ﬁllqu ‘.|....|....|....
m/z--> 20 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\BF121319\
Data File : BF118194.D

Aca On : 13 Dec 2019 18:59

Operator :© JU

Sample : K6274-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 1-Dodecanol, 2-octyl- Concentration Rank 15

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

9.32 3.44 ng 238865 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 52
2 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 52
3 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 46
4 1-Eicosanol 298 C20H420 000629-96-9 43
5 Oxalic acid, cyclobutyl pentadec... 354 C21H3804 1000309-70-5 43

Abundance Scan 1230 (9.322 min): BF118194.D (-1223) (-) m/z 57.00 100.00%
57.0
5000 83.1
119.1
161.1188.1 9.00 920 940 9.60
0 b e o "m/z 43.05 70.71%
m/z--> 50 100 150 200 250 300
Abundance #143260: 1-Dodecanol, 2-octyl-
57.0
9.00 9.20 9.40 9.60
90,0 1.0 m/z 71.10 69.21%
0 | 3701670 106.0224.0 252.0280.0
m/z--> 50 100 150 200 250 300 '
Abundance #119525: 1-Decanol, 2-octyl-
57.0
9.00 9.20 9.40 9.60
5000 83.0 m/z 55.05 59.45%
29.0 111.0
oL Ll d | 13991650 106,0224.02520
m/z--> 50 100 150 200 250 300
Abundance #190374: Pentafluoropropionic acid, tetradecy! ester T T T T T T T T T T T
51.0 g30 9.00 9.20 9.40 9.60
m/z 41.05 55.08%
5000 111.0
290 " 196.0
0 | |[paootss01s60 5y, 342.0
m/z--> 50 100 150 200 250 300 ' 9.00 920 940 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121319\
Data File : BF118194.D

Aca On : 13 Dec 2019 18:59

Operator :© JU

Sample : K6274-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Benzene, 1l-cyclohexyl-3-met... Concentration Rank 13

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

9.55 5.19 ng 360127 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-cvclohexvl-3-methvl- 174 C13H18 004575-46-6 89
2 1-Methvl-2-cvclohexvlbenzene 174 C13H18 004501-35-3 76
3 (1.4-Dimethvipent-2-envIl)benzene 174 C13H18 1000184-97-9 70
4 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 38
5 _beta.-Benzal-n-butyramide 175 C11H13NO 007236-47-7 38

Abundance Scan 1269 (9.551 min): BF118194.D (-1265) (-) m/z 105.00 100.00%
5000
192.1
02 920 940 960 9.80
01 m/z 131.00 78.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41148: Benzene, 1-cyclohexyl-3-methyl-
131.0 174.0
5000 NS R SRR
9.20 9.40 9.60 9.80
m/z 91.00 72 .16%
o\ 147.0
m/z--> 20 40 60 80 100 120 140 160 180 200 '
Abundance #41143: 1-Methyl-2-cyclohexylbenzene
131.0 174.0
920 940 9.60 9.80
5000 105.0 m/z 145.10 70.85%
sso 80| | ) | | |
0 '”I""P"'I"”I""P"'I'“'I""W"'I'”'I"'W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41149: (1,4-Dimethylpent-2-enyl)benzene
131.0 9.20 9.40 9.60 9.80
m/z 95.10 65.62%
105.0
5000
174.0
41.0 77.0
o N PO 7/ UV PO N ) V1 N, e —
m/z--> 20 40 60 80 100 120 140 160 180 200 920 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121319\
Data File : BF118194.D

Aca On : 13 Dec 2019 18:59

Operator :© JU

Sample : K6274-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Cetene Concentration Rank 9

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

9.79 9.60 ng 666626 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cetene 224 C16H32 000629-73-2 70
2 7-Hexadecene. (2)- 224 C16H32 035507-09-6 70
3 Cvclohexane. 1.2.4-trimethvl- 126 C9H18 002234-75-5 64
4 Trichloroacetic acid. 4-hexadecv... 386 C18H33CI302 1000282-92-4 53
5 Cyclobutanone, 2-(1,1-dimethylet... 126 C8H140 004579-31-1 50

Abundance Scan 1310 (9.792 min): BF118194.D (-1305) (-) m/z 69.05 100.00%
.0
41.1
97.1
5000 132.1 159.1
| 188.1205.2 224.2 9.40 9.60 9.80 10.00 10.20
Ob el m/z 55.05 85.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #81241: Cetene
43.0
5000 RS R RN SUGRIN B
940 9.60 9.80 10.00 1020
2710 m/z 57.10 75.06%
o 139.0 1680 196.0 2240
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #81249: 7-Hexadecene, (2)-
55.0
9.40 9.60 9.80 10.00 10.20
5000 83.0 m/z 41.10 70.08%
29.0
111.0
o \‘ Ll | 1400 1670 1060 2240
m/z--> 20 ' éo 80 100 120 140 160 180 200 220
Abundance #11590: Cyclohexane, 1,2,4-trimethyl- AL B e e
69.0 9.40 9.60 9.80 10.00 10.20
m/z 83.10 57.21%
41.0 111.0 A_~N¢~¢VNNFJJVWVW¢~NFAJV
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.40 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121319\
Data File : BF118194.D

Aca On : 13 Dec 2019 18:59

Operator :© JU

Sample : K6274-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 unknown9.82 Concentration Rank 7

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

9.82 11.56 ng 802228 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.1Theptan-3-one. 6.6-... 194 C13H220 1000163-97-9 38
2 Ethanone. 1.2-di-2-furanvl-2-hvd... 192 C10H804 000552-86-3 22
3 trans-1.3-Diethvilcvclopentane 126 C9H18 1000113-87-1 20
4 Cvclohexane. 1.2-dimethvl-3-pent... 224 C16H32 062376-17-4 18
5 Octacosyl heptafluorobutyrate 606 C32H57F702 1000351-83-6 14

Abundance Scan 1315 (9.822 min): BF118194.D (-1312) (-) m/z 55.10 100.00%
. 97.1
5000 \JVJAJM«ﬁwf*”ﬂJrNP”/$fNAJMV
20629942 " '9.60 9.80 10.00 10.20
o} : m/z 97.10 94 _55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56437: Bicyclo[3.1.1]heptan-3-one, 6,6-dimethyl-2-(2-meth...
69.0
5000 . LR L UL SULRUSN SR
41.0 970 9.60 9.80 10.00 10.20
125.0 m/z 41.10 86.58Y%
o L | 151.0 176.0194.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54167: Ethanone, 1,2-di-2-furanyl-2-hydroxy-
97.0
" '9.60 9.80 10.00 10.20
5000 m/z 57.10 72.76%
39.0
o | 6.0 |l 1630 1920
m/z--> 20 4b 60 80 100 120 140 160 180 200 220
Abundance #11579: trans-1,3-Diethylcyclopentane e
55.0 9.60 9.80 10.00 10.20
97.0 m/z 69.10 67 .14%
5000
29.0 ‘ “ 126.0
m/z--> 40 60 80 100 120 140 160 180 200 220 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121319\
Data File : BF118194.D

Aca On : 13 Dec 2019 18:59

Operator :© JU

Sample : K6274-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 9 unknown9.86 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.86 8.21 ng 569634 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Fluorobenzoic acid. 3-phenvlpr... 258 C16H15F02 1000279-05-0 30
2 4-Fluorobenzoic acid. 3-phenvlpr... 258 C16H15F02 090172-20-6 30
3 2-Fluorobenzoic acid. 3-phenvlpr... 258 C16H15F02 1000278-98-4 27
4 5-Bromopentanoic acid. 3-phenvlp... 298 C14H19Br02 1000293-55-7 22
5 Methyl dichlorophosphate 148 CH3CI1202P 000677-24-7 22
Abundance Scan 1322 (9.863 min): BF118194.D (-1319) (-) m/z 118.00 100.00%
118.0

55.1

83.1

5000

3

9.60 9.80 10.00 10.20

o} m/z 55.10 T4.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #109197: 3-Fluorobenzoic acid, 3-phenylpropy! ester
118.0
5000 AR RSN AR AR AR
91.0 9.60 9.80 10 00 10. 20

m/z 131.10 69.76%

75.0
o270 51.0 140.0
A IIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #109198: 4-Fluorobenzoic acid, 3-phenylpropyl ester
118.0
R RREREEEE S e
9.60 9.80 10.00 10.20
5000 m/z 83.10 66.95%
95.0
75 O
27 0 51 0 ‘\ ‘\ m \‘ ‘ 140.0

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

i

Abundance #109199: 2-Fluorobenzoic acid, 3-phenylpropy! ester e T e e

118.0 9.60 9.80 10.00 10.20
m/z 41.10 50.98%

5000
91.0
75.0

,%ﬁ?.,.?{?,....,....,....,..}ﬁ?f{..,....,....,....,... e e = IS

m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.60 9.80 10 00 10. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121319\
Data File : BF118194.D

Aca On : 13 Dec 2019 18:59

Operator :© JU

Sample : K6274-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 10 Dodecane, 2,6,11-trimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.18 18.88 ng 1310110 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 70
2 Tritetracontane 605 C43H88 007098-21-7 64
3 Heptadecane. 8-methvl- 254 C18H38 013287-23-5 58
4 Sulfurous acid. dodecvl 2-propvl... 292 C15H3203S 1000309-12-3 58
5 Nonadecane 268 C19H40 000629-92-5 52

Abundance Scan 1376 (10.181 min): BF118194.D (-1373) (-) m/z 57.10 100.00%

5000

1)

19.1 e A s e

.|J 188.1537 1 9.80 10.00 10.20 10.40
Ollllll "l"JflMWmmmw m/Z 71-10 91.22%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #71406: Dodecane, 2,6,11-trimethyl-
57.0
5000 [TrTrrT[rrrr[rrrryprrrorrm
9.80 10.00 10.20 10.40
m/z 43.10 72.31%
13.0 169.0
ot e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57.0
A R o e
9.80 10.00 10.20 10.40
5000 m/z 85.10 65.38%
0 101690 22502810 337.0 393.0 463.0 519.0 575.0
R e o o B AR AR ERREEEEREE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #105898: Heptadecane, 8-methyl- e
57.0 9.80 10.00 10.20 10.40
m/z 41.10 53.56%
5000
126.0
0 |183.0 239.0
T e T T T e T R S e s e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121319\
Data File : BF118194.D

Aca On : 13 Dec 2019 18:59

Operator :© JU

Sample : K6274-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 11 Aromadendrene, dehydro- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.24 8.48 ng 588341 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Aromadendrene. dehvdro- 202 C15H22 1000156-12-5 53
2 Benzene. 1l-methvl-4-(1.2.2-trime... 202 C15H22 016982-00-6 38
3 Benzene. 1-(1.5-dimethvl-4-hexen... 202 C15H22 000644-30-4 35
4 Cinnamaldehvde. .alpha.-pentvl- 202 C14H180 000122-40-7 27
5 1H-Indene, 5-hexyl-2,3-dihydro- 202 C15H22 054889-55-3 25
Abundance Scan 1386 (10.239 min): BF118194.D (-1384) (-) m/z 145.10 100.00%
55.1 1171 14ba
202.1
91.0
5000 173.1

10.00 10.20 10.40 10.60
. Q) 222.2
b0 I m/z 55.10 91.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #62787: Aromadendrene, dehydro-

10,00 10.20 10.40 10.60
m/z 117.10  87.72%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #62811: Benzene, 1-methyl-4-(1,2,2-trimethylcyclopentyl)-,.
132.0
R A R S
10.00 10.20 10.40 10.60
5000 m/z 105.10 79.23%
105.0 ‘ 202.0
41.0
0 “nu.ﬂ...tfépnﬁ%?t.,J..U‘.w‘. LAR0as00 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #62806: Benzene, 1-(1,5-dimethyl-4-hexenyl)-4-methyl- Rm e R
119.0 10.00 10.20 10.40 10.60
m/z 202.10 78.51%
41.0
5000
‘ 69.0 91.0 145.0 202.0
m/z--> 20 40 60 80 100 lZO 140 160 180 200 220 240 10 00 10. 20 10. 40 10 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121319\
Data File : BF118194.D

Aca On : 13 Dec 2019 18:59

Operator :© JU

Sample : K6274-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 12 Pentadecane, 2,6,10-trimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
10.59 45.35 ng 3147470 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 95
2 Tridecane. 5-propvl- 226 C16H34 055045-11-9 87
3 Dodecane. 4.9-dipropvl- 254 C18H38 003054-63-5 72
4 Hexadecane. 3-methvl- 240 C17H36 006418-43-5 64
5 Hexadecane 226 C16H34 000544-76-3 64

Abundance Scan 1446 (10.592 min): BF118194.D (-1443) (-) m/z 57.10 100.00%
57.1
5000 WWA@L
85.1
38D | | WL s 1692 2001 2393 2663 10.20 10.40 10.60 10.80 11.00
o380 4 L R P, 2021 2393 2663 nso 71,10 58.99%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57.0
5000 AR AR SR SRR I
10,20 10.40 10.60 10.80 11.00
2.0 85.0 m/z 43.10 47.18%
0 | | 113.0 141.0 183 0 o11. 0 239.0
miz-> 20 40 60 80 160 120 150 160 180 200 220 240 260
Abundance #83031: Tridecane, 5-propyl-
57.0
10.20 10.40 10.60 10.80 11.00
5000 m/z 85.10 29.77%
85.0
112.0
oL 30.0,f L ‘ L 1410 18?0 226.0
mz-> 20 ' 60 éo 160 150 140 160 180 200 220 240 260
Abundance #105901: Dodecane, 4,9-dipropyl- R B e
57.0 10.20 10.40 10.60 10.80 11.00
m/z 41.10 23.48%
5000
85.0
29.0 211.0
L by ‘ |11201330 100 130 | 2520
mz-> 20 40 60 8|0 100 120 140 160 180 200 220 240 260 10,20 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121319\
Data File : BF118194.D

Aca On : 13 Dec 2019 18:59

Operator :© JU

Sample : K6274-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 13 Tridecane, 5-propyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.87 20.00 ng 4995550 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 5-propvl- 226 C16H34 055045-11-9 91
2 Decane. 5-propvl- 184 C13H28 017312-62-8 80
3 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 59
4 Sulfurous acid. butvl octvl ester 250 C12H2603S 1000309-17-5 59
5 Undecane, 4,8-dimethyl- 184 C13H28 017301-33-6 59
Abundance Scan 1493 (10.869 min): BF118194.D (-1490) (-) m/z 57.10 100.00%
57.1
5000
85.1
s 10.60 10.80 11.00 11.20
141.1 183.2 : : : .
o..,....~,'...|.,..':.,.'...|,...‘.,.'...,....,....,....,2]1.9.1,??.2.?.%“3.?.1...,.. m/z 71.10 88.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83031: Tridecane, 5-propyl-
51.0

10,60 10.80 11.00 11.20
m/z 43.10 58.51%

5000

1120 . 1g30

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48838: Decane, 5-propyl-
57.0
R EEEEE S
10.60 10.80 11.00 11.20
m/z 85.10 34.80%
5000 85.0
29'0‘ 112.0 140.0
0..“w.ﬂHMPNLP.HP.L“M”L.”,HﬂﬁﬁQ N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129509: Hexadecane, 2,6,10,14-tetramethyl- A B Eammm ma R
57.0 10 60 10. 80 11. 00 11. 20

m/z 41.10 23.38%

5000
85.0
29.0‘

113.0
Lo g o0 1880 5950 2530 2820

|
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 60 10. 80 11. 00 11. 20

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121319\
Data File : BF118194.D

Aca On : 13 Dec 2019 18:59

Operator :© JU

Sample : K6274-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 14 Pentacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.17 5.50 ng 253424 Perylene-di12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 90
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 86
3 Octadecane. 1-iodo- 380 C18H371 000629-93-6 86
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 83
Abundance Scan 2224 (15.168 min): BF118194.D (-2222) (-) m/z 57.10 100.00%
57.1
5000
14911831 2825605 a0003434  4iap | 1480 15.00 1520 1540
ob b ; m/z 71.10 81.20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
57.0
5000 U S DA BRI B B
mmmmmmmm
m/z 43.10 65.89%
0L.26,0 1| LY 0 183.0 2250 267.0 3090 352.0
m/z--> éo 100 150 200 250 360 3éo 460
Abundance #185535: Heptadecane, 9-octyl-
57.0
14,80 15.00 15.20 15.40
5000 m/z 85.10 44 .65%
J -0 239.0
ol d iy 2410 1830 T 2810 3230
m/z--> éo 160 1éo 200 2éo 300 3éo 460
Abundance #202264: Octadecane, 1-iodo- L BT o e
57.0 14.80 15.00 15.20 15.40
m/z 55.10 37.97%
5000
99.0
o150 L | 1990 1970 2530
m/z--> 5'0 1(')0 1&'30 2(')0 250 300 3&'30 4(')0 14. 80 15. oo 15 20 15. 40 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121319\
Data File : BF118194.D

Aca On : 13 Dec 2019 18:59

Operator :© JU

Sample : K6274-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 15 Heptadecane, 9-octyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.01 3.57 ng 164504 Perylene-di12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
2 Heneicosane 296 C21H44 000629-94-7 87
3 Docosane 310 C22H46 000629-97-0 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 86
Abundance Scan 2367 (16.010 min): BF118194.D (-2363) (-) m/z 57.10 100.00%
57.1
85.1
5000
131 455 15.60 15.80 16.00 16.20 16.40
207.0 ) 277.1 - . . . .
ol b L T, SRR 2T 82718861 0T 08 75, 0%
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 AR SR BRI SURBLA B
8.0 15.60 15.80 16.00 16.20 16.40
m/z 43.10 66 .59%
0 | ].lﬁ{?0141016901970 239.0967.0204.0 323.0352.0
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
I I I I

85.0 15.60 15.80 16.00 16.20 16.40

5000 ' m/z 85.10 55.35%
29.0 113.0
oLl Ly L 5001600107 0225 00500 206.0
m/z--> 50 100 150 200 250 300 350
Abundance #153223: Docosane A BRE T b
57.0 15.60 15.80 16.00 16.20 16.40
m/z 55.05 28.52%
e T J\V\%\/\/J\/\v‘—‘w
113.0
ol A Y 18302110230.00670 3100
m/z--> 50 100 150 200 250 300 350 15. 60 15. 80 16. 00 16. 20 16 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF121319\
Data File : BF118194.D

Acq On : 13 Dec 2019 18:59

Operator : JU

Sample : K6274-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120619_.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... 2.12 10.4 ng 333788 1 6.87 641475 20.0
2-Pentanone, 4-hy... 5.07 12.8 ng 411180 1 6.87 641475 20.0
unknown6 .64 6.64 71.7 ng 2298920 1 6.87 641475 20.0
1-Dodecanol, 2-oc... 9.32 3.4 ng 238865 3 9.92 1388120 20.0
Benzene, 1-cycloh... 9.55 5.2 ng 360127 3 9.92 1388120 20.0
Cetene 9.79 9.6 ng 666626 3 9.92 1388120 20.0
unknown9 .82 9.82 11.6 ng 802228 3 9.92 1388120 20.0
unknown9 .86 9.86 8.2 ng 569634 3 9.92 1388120 20.0
Dodecane, 2,6,11-... 10.18 18.9 ng 1310110 3 9.92 1388120 20.0
Aromadendrene, de... 10.24 8.5 ng 588341 3 9.92 1388120 20.0
Pentadecane, 2,6,... 10.59 45.4 ng 3147470 3 9.92 1388120 20.0
Tridecane, 5-propyl- 10.87 20.0 ng 4995550 4 11.44 4995550 20.0
Pentacosane 15.17 5.5 ng 253424 6 15.56 921638 20.0
Heptadecane, 9-oc... 16.01 3.6 ng 164504 6 15.56 921638 20.0
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