LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121319\
Data File : BF118188.D

Aca On : 13 Dec 2019 16:11

Operator :© JU

Sample : K6235-01

Misc :

ALS Vial : 12 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 2.122 3 6 13 rVB 834541 992198 23.28% 3.259%
2 5.069 504 507 513 rBV 125989 141499 3.32% 0.465%
3 5.481 573 577 589 rBY 1389795 1307475 30.68% 4 .295%
4 6.492 746 749 763 rBV 874222 865790 20.32% 2.844%
5 6.639 769 774 777 rBVY 3357539 2829350 66.39% 9.295%
6 6.692 780 783 788 rVB 45016 47004 1.10% 0.154%
7 6.869 809 813 816 rBV 790323 718188 16.85% 2.359%
8 7.028 835 840 843 rBVY 2868827 2637008 61.88% 8.663%
9 7.433 903 909 912 rBVY 2197508 2078541 48.78% 6.828%
10 8.151 1027 1031 1046 rBV 956898 927865 21.77% 3.048%
11 9.233 1210 1215 1218 rBV 4725180 3997294 93.80% 13.132%
12 9.627 1279 1282 1285 rBV 76183 74104 1.74% 0.243%
13 9.839 1310 1318 1327 rBvV7 28250 88837 2.08% 0.292%
14 9.916 1327 1331 1340 rVvB 1203330 1050716 24.66% 3.452%
15 10.169 1370 1374 1379 rBvV 54484 59242 1.39% 0.195%

16 10.710 1461 1466 1469 rBV 3196619 2908104 68.24% 9.553%
17 11.139 1534 1539 1548 rVB 157822 188814 4.43% 0.620%
18 11.404 1581 1584 1592 rBV 1095628 1047028 24.57% 3.440%
19 11.480 1594 1597 1609 rVB 261523 286125 6.71% 0.940%
20 11.927 1668 1673 1680 rBV 560222 583630 13.70% 1.917%

21 11.992 1680 1684 1688 rVB 84429 104320 2.45% 0.343%
22 12.715 1804 1807 1813 rBV 299402 306475 7.19% 1.007%
23 12.998 1850 1855 1858 rBV 4545152 4261434 100.00% 13.999%
24 13.886 2003 2006 2010 rBV 224486 244700 5.74% 0.804%
25 14.057 2031 2035 2043 rBvV 791647 801718 18.81% 2.634%

26 14.209 2058 2061 2065 rVB2 73069 73251 1.72% 0.241%
27 14.515 2111 2113 2118 rVB 118531 124006 2.91% 0.407%
28 14.598 2122 2127 2134 rVB2 87727 204088 4._.79% 0.670%
29 14.827 2163 2166 2169 rBV 140483 135064 3.17% 0.444%
30 15.174 2221 2225 2232 rVB 161660 211141 4._95% 0.694%

31 15.551 2284 2289 2295 rBV2 590151 907493 21.30% 2.981%

32 16.009 2363 2367 2372 rVB 111133 159608 3.75% 0.524%
33 16.527 2452 2455 2460 rVB2 51477 78110 1.83% 0.257%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121319\
Data File : BF118188.D

Aca On : 13 Dec 2019 16:11

Operator :© JU

Sample : K6235-01

Misc :

ALS Vial : 12 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF120619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 30440220
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

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

BF118188.D

13 Dec 2019 16:11

Ju

K6235-01

12 Sample Multiplier: 1

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

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000¢.12

TIC: BF118188.D

6.64
7.03

5.48

6.49 6.87

5.07

7.43

0
Time-->

4.50 5.00

Abundance

4000000

3000000

2000000

1000000

TIC: BF118188.D

10.71

9.92 11.40

11.93
12.72

1.48

1.99

1114
10.17 i

9.63 9

O
Time-->

12.50

11.50 12.00

10.50

11.00

9.50 10.00

13.00

Abundance

4000000

3000000

2000000

1000000

TIC: BF118188.D

14.06
15.55

1389 || 1,51 141926014.83 15.17 16.01

16.53

0
Time-->

R
13.50

T
18.00

I
17.50

16.50

17.00

15.50

16.00

15.00

14.00

14.50

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121319\
Data File : BF118188.D

Aca On : 13 Dec 2019 16:11

Operator :© JU

Sample - K6235-01

Misc :

ALS Vial : 12 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 3

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

2.12 27.63 ng 992198 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 40
3 1-(2-Methoxvethoxv)-2-methvl-2-p... 162 C8H1803 1000364-24-4 23
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12

Abundance Scan 6 (2.122 min): BF118188.D (-3) (-) m/z 73.10 100.00%
741

—

o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #32662: 1-(2-Methoxyethoxy)-2-methyl-2-propanol, methy! ether e S  RARRR R
73.0 2.20 2.30 2.40 2.50

m/z 41.10 12.06%

5000
43.0
55.0 87.1 |
0 220 2.30 2.40 250
Obrrprrrr e btttk 0 e || M/Z 43.05  35.14%
m'z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0 /\\
5000 UL RS AR I
430 2.20 2.30 2.40 2.50
55.0 87.0 m/z 87.10 26.43%
29.0
A A A SO AR S AN AR N LARAN LARA) SRS LARAN RSN AL
mz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
74.0
87.0 SRS RS AR I
2.20 2.30 2.40 2.50
5000 410 550 m/z 55.00 24.93%
29.0
1, \H “‘ . 99.0 112.0 129.0 /\

5000

450 590
150 290 ' \ . 87.0 103.0 130.0 147.0

e N L R ARREAs SRR EEREEEEEE

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 220 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 : BF118188.D

Aca On : 13 Dec 2019 16:11

Operator :© JU

Sample - K6235-01

Misc :

ALS Vial : 12 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 10

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

5.07 3.94 ng 141499 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 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 17
5 Acetone 58 C3H60 000067-64-1 10

Abundance Scan 507 (5.069 min): BF118188.D (-504) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 I S
| | 83.0 480 5.00 5.20 5.40
-ttt e ey m/z 59.00 63.52%
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 SRS UL
480 5.00 5.20 5.40
59.0 m/z 101.00 24.59%
27|P| Ll 70.0 83.0 10
e RS R R A RS AR NN RN RS AL RARAS LS RARA RALRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8346: 2-Hexanol, 2-methyl-
59.0
480 500 520 540
5000 m/z 58.00 16.16%
410 101.0
150 200 )| | 710 830
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R i maa
59.0 480 5.00 5.20 5.40
m/z 41.00 11.72%
5000 41.0
0 I L 730 1260 1420
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\BF121319\
Data File : BF118188.D

Aca On : 13 Dec 2019 16:11

Operator :© JU

Sample - K6235-01

Misc :

ALS Vial : 12 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 78.79 ng 2829350 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 774 (6.639 min): BF118188.D (-769) (-) m/z 132.00 100.00%
132.0
5000 68.1 L
96.0 URRBE RS S LR
40.0 54.0 J 6.40 6.60 6.80 7.00
o‘w.':f‘?ﬁ. B m/z 68.10 36.23%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 UERBE RN S LR
6.40 6.60 6.80 7.00
33.0 105.0 m/z 134.00 33.11%
51.0 70.0 86.0
0! T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
640 6.60 6.80 7.00
5000 67.0 m/z 66.00 24.44%
41.0 97.0
‘ ‘ 117.0
0 -“i“- .§%1".0|“.“l‘.‘.‘8ﬂ-‘..0.‘.‘a S "‘I i .H. T
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl A E A o R Ras e
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.74%
74.0
5000 98.0 116.0
0::||||||‘|‘|‘|‘||‘|‘M|||“|||‘H“||‘|“ ||“‘|||||15|8.0|||||:!-8|9.|0| R R R S e S
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\BF121319\
Data File : BF118188.D

Aca On : 13 Dec 2019 16:11

Operator :© JU

Sample - K6235-01

Misc :

ALS Vial : 12 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 n-Dodecyl methacrylate Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.14 3.61 ng 188814 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Dodecvl methacrvlate 254 C16H3002 000142-90-5 91
2 2-Propenoic acid. 2-methvl-., dec... 226 C14H2602 003179-47-3 91
3 1-Hexene. 3.3-dimethvl- 112 C8H16 003404-77-1 49
4 1-Pentene. 3-ethvl- 98 C7H14 004038-04-4 49
5 1-Pentene, 2,3-dimethyl- 98 C7H14 003404-72-6 49
Abundance Scan 1539 (11.139 min): BF118188.D (-1534) (-) m/z 69.05 100.00%
69.0
41.1 87.0
5000 Nvawvuw“vaJ
111.0 UL BN U
1402 168.1 10.80 11.00 11.20 11.40
o m/z 41.10 72 .98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #105674: n-Dodecyl methacrylate
430  64.0 MNMMM#MMJ
87.0
5000 UL LR UL AR
10,80 11.00 1120 11.40
111.0 m/z 87.00 72.92%
0L15.0 || | 1400 168.0 419302110
m/z--> 20 40 60 80 100 120 150 160 180 200 220
Abundance #82816: 2-Propenoic acid, 2-methyl-, decyl ester
69.0 87.0
410 10.80 11.00 11.20 11.40
5000 m/z 55.10 46.72%
‘ ‘ 111.0  140.0
0L15.0 | M Mﬁ e L \ 157.0 1830 208.0227.0
m/z--> 20 40 60 80 100 150 140 160 180 200 220
Abundance #6735: 1-Hexene, 3,3-dimethyl- A B e
69.0 10.80 11.00 11.20 11.40
m/z 43.05 41.72%
41.0
5000
97.0
| S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10,80 11.00 1120 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121319\
Data File : BF118188.D

Aca On : 13 Dec 2019 16:11

Operator :© JU

Sample - K6235-01

Misc :

ALS Vial : 12 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 Thiourea, N,N"-dibutyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.48 5.47 ng 286125 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiourea. N.N"-dibutvl- 188 C9H20N2S 000109-46-6 90
2 Carbamic acid. dimethvl-. ethvl ... 117 C5H11NO2 000687-48-9 35
3 N.N"-Di-sec-butvlthiourea 188 C9H20N2S 035700-30-2 35
4 Selenide. ethvl l1l-methvl-1-pente... 188 C8H12Se 025128-48-7 22
5 Butanal 72 C4H80 000123-72-8 14

Abundance Scan 1597 (11.480 min): BF118188.D (-1594) (-) m/z 188.10 100.00%

44.0 188.1

5000

—

11.20 11.40 11.60 11.80
m/z 44.05 86.81%

04
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #52144: Thiourea, N,N'-dibutyl-

188.0
44.0

29.0 720

-

5000

11.20 11,40 11.60 11.80
m/z 72.05  68.94%

04
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #8520: Carbamic acid, dimethyl-, ethyl ester
44.0
72.0 R N AR ma e
11.20 11.40 11.60 11.80
5000 890 m/z 57.05 65.46%
117.0
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #52145: N,N-Di-sec-butylthiourea T T T
72.0 11.20 11.40 11.60 11.80
188.0 m/z 41.05 51.71%
5000 44.0
29.0
99.0 131.0
e STy yraTyrat
m/z--> 0 20 60 80 100 120 140 160 180 11.20 11. 40 11. 60 11. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121319\
Data File : BF118188.D

Aca On : 13 Dec 2019 16:11

Operator :© JU

Sample - K6235-01

Misc :

ALS Vial : 12 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 7 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.93 11.15 ng 583630 Phenanthrene-d10 11.40
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 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 91
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 1673 (11.927 min): BF118188.D (-1668) (-) m/z 72.95 100.00%
431 730
5000 129.0
97.1 213.1 e AR RERE
o 1711 o 256.2 1160 11.80 12.00 12.20
0 ; ; m/z 43.10 83.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0 LR SRS BN B UL
83.0 11. 60 11. 80 12. oo 12.20
‘J‘“ 1570 1gso 2130 2560 | | M/Z 59.95  81.24%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
430 | 30
11)60 11)80 12!00 12)20 '
5000 m/z 55.10 71.59%
129.0
171.0 214.0
97.0
o.n,n.w.”....””,”.w.”.ﬂéaon...”..”...”,”.w.
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid e B LB St
43.0 |, 73.0 11.60 11.80 12.00 12.20
m/z 41.05 68.26%
5000 129.0 JL“]L\»"‘
0l15.0 |
IIII""IIII IR A A A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121319\
Data File : BF118188.D

Aca On : 13 Dec 2019 16:11

Operator :© JU

Sample - K6235-01

Misc :

ALS Vial : 12 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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.72 5.85 ng 306475 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Ethanol. 2-(octadecvloxv)- 314 C20H4202 002136-72-3 15
5 Eicosane 282 C20H42 000112-95-8 11

Abundance Scan 1808 (12.721 min): BF118188.D (-1804) (-) m/z 73.00 100.00%

431 740

[

5000
12.40 12.60 12.80 13.00
Obrrr il m/z 43.10 97.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid

43.0 |, 73.0

§

129.0 e
12.40 12.60 12.80 13.00

m/z 60.00 82.02%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid
43.0 73.0
I s maas e
12.40 12.60 12.80 13.00
5000 129.0 m/z 55.05 78.29%

-

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid e B A
73.0 12.40 12.60 12.80 13.00
43.0 m/z 41.05 74 .54%
5000 129.0 r/\—‘/JLM
0 15.0
I~ IIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121319\
Data File : BF118188.D

Aca On : 13 Dec 2019 16:11

Operator :© JU

Sample - K6235-01

Misc :

ALS Vial : 12 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 Trifluoroacetoxy hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.89 6.10 ng 244700 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxyvy hexadecane 338 C18H33F302 006222-03-3 93
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 n-Nonadecanol-1 284 C19H400 001454-84-8 87
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 87

Abundance Scan 2007 (13.892 min): BF118188.D (-2003) (-) m/z 57.00 100.00%

57.0
97.1

3

5000

125.1 IIIIIIIIIIIIIIIIIIIIIII
. 196.1 225.0249.2 281.0 13.60 13.80 14.00 14.20

m/z 43.10 99.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane
571.0

3

97.0

13.I60 13.I80 14.I00 14!20
m/z 97.10  80.44%

5000

125.0

154.0 269.0

0 196.0 224.0 320.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #205392: Trichloroacetic acid, hexadecy! ester

5

13.60 13.80 14.00 14.20
m/z 83.10 77.55%

5000

196.0 224.0

[y
N
a1
o

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol L e e R B
55,0 83.0 13.60 13.80 14.00 14.20
m/z 55.00 77 .50%
- %L\,M
29.0
0 1390 167.0 196.0  238.0 266.0 294.0

T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121319\
Data File : BF118188.D

Aca On : 13 Dec 2019 16:11

Operator :© JU

Sample - K6235-01

Misc :

ALS Vial : 12 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 Hentriacontane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14 .52 3.09 ng 124006 Chrysene-di12 14 .06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 90
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
4 Docosane. 1l-butvl- 366 C26H54 013475-76-8 86
5 Heneicosane 296 C21H44 000629-94-7 83
Abundance Scan 2114 (14.521 min): BF118188.D (-2111) (-) m/z 57.05 100.00%
57.0
5000
1551 1971 14.20 14.40 14.60 14.80
0 m/z 71.10 85.79%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
5000 L DAL B L B
mmmmmmmm
m/z 43.10 64 .13%
0 L 1[ ,1 141.0 1830 2250 267.0 309.0 351.0 437.0
m/z--> §o 150 2éo 360 3%0 460 '
Abundance #194508. Henelcosane, 11-(1-ethylpropyl)-
43.0
14.20 14.40 14.60 14.80
0
5000 85.0 m/z 85.10 57 .98%
ol L FP70 1690 2250 295.0 337.0
m/z--> §o 160 1%0 200 2éo 360 350 460 '
Abundance #185535: Heptadecane, 9-octyl- e A RERREEESE L
57.0 14.20 14.40 14.60 14.80
m/z 41.05 30.41%
5000
99.0
oL l Ll 140 1830 2P0 2810 3230
m/z--> 5'0 1(')0 1&'30 200 25'30 300 3&1;0 4(')0 ! 14 20 14. 40 14. 60 14|80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121319\
Data File : BF118188.D

Aca On : 13 Dec 2019 16:11

Operator :© JU

Sample - K6235-01

Misc :

ALS Vial : 12 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 N-Formyldioncophyllin a Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.60 5.09 ng 204088 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N-Formvldioncophvllin a 405 C25H27N04 1000281-25-4 56
2 Bis(1.3.5-cvcloheptatrien-1.1"-v... 390 C30H30 1000154-68-2 53
3 Anthracene. 9.10-bis(2-methoxvph... 390 C28H2202 043217-35-2 47
4 Benzenamine. 4-(l-methvl-1-phenv... 405 C30H31N 010081-67-1 43
5 3-Aminobenzoic acid, N-heptafluo... 447 C17H20F7NO3Si 1000375-07-9 38
Abundance Scan 2127 (14.598 min): BF118188.D (-2122) (-) m/z 390.20 100.00%
390.2
5000 //\\
ar %0 105 T o ssamer | 1470 1940 1460 1450 150
Ol b bl 22222520, SR L L L Tm/z 405.20 39.63%
m/z--> 50 100 150 200 250 300 350 400
Abundance #214206: N-Formyldioncophyliin a
390.0
5000 AR BRI BRI I
1420 14.40 14.60 14.80 15.00
1810 m/z 391.20 28.67%
o440 800 1290 1 21502450 3020, 346 0] Ll
m/z--> 50 100 150 200 250 300 350 400
Abundance #207896: Bis(1,3,5-cycloheptatrien-1,1"-yl), 6,6'-bis(6-me...
390.0
14.20 14.40 14.60 14.80 15.00
5000 105.0 179.0 m/z 187.50 18.34%
. 215.0
. 255.0285.0
' 319.0
0 349.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #207888: Anthracene, 9,10-bis(2-methoxyphenyl)- R s S ]
390.0 14,20 14.40 14.60 14.80 15.00
m/z 406.20 14.16%
5000
157.0
1950 239.0
o440 1250 \‘ | 2760 3150 |
m/z--> 50 100 1éo 260 250 300 350 400 1420 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121319\
Data File : BF118188.D

Aca On : 13 Dec 2019 16:11

Operator :© JU

Sample - K6235-01

Misc :

ALS Vial : 12 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 Tetracosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.83 2.98 ng 135064 Perylene-di12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 96
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Eicosane. 9-octvl- 394 C28H58 013475-77-9 90
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 90
Abundance Scan 2166 (14.827 min): BF118188.D (-2163) (-) m/z 57.05 100.00%
57.0
5000
%0 1411 " 14.60 14.80 15.00 15.20
237.1 : - : :
ol dLE “| Ly 204 S0,267.0 309438381 0 nzz 71.05 75.37%
m/z--> 50 100 150 200 250 300 350
Abundance #175558: Tetracosane
57.0
5000 LB B B U S
14.60 14.80 15. 00 15. 20
99.0 m/z 43.10 67.38%
0 oy || | }41 0 1830 225.0 267.0 338.0
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance #215181: 2-methyloctacosane
57.0
" 14.60 14.80 15.00 15.20
5000 m/z 85.10 52 .46%
99.0
oL 270 L] pevo 183.0 2250 267.0 309.0 3650
m/z--> 55 160 150 260 250 300 3%0 '
Abundance #141426: Heneicosane e RARREEE RS
57.0 14.60 14.80 15.00 15.20
m/z 55.05 32.69%
5000
99.0
o229 | ) J | 1410 1830 2250 26602960
m/z--> 50 100 1%0 200 250 360 3%0 ' 14%0 1480 1500 1520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121319\
Data File : BF118188.D

Aca On : 13 Dec 2019 16:11

Operator :© JU

Sample - K6235-01

Misc :

ALS Vial : 12 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 Nonadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.17 4.65 ng 211141 Perylene-di12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 93
2 Nonadecane 268 C19H40 000629-92-5 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2224 (15.168 min): BF118188.D (-2221) (-) m/z 57.10 100.00%
51.1
5000
s 14/80 15,00 1520 1540
181.2 : : : :
ol .*l LI 1812 z2sa26e0y  ssso Rl ety
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
5000 LR R DA BN B B
14. 80 15. oo 15.20 15.40
m/z 43.10 67.75%
o I | ﬂ | }410 183.0 225.0 267.0 3090 351.0 437.0
m/z--> §o 100 150 260 250 360 3éo 460 !
Abundance #117638: Nonadecane
57.0
14.80 15.00 15.20 1540
5000 m/z 85.10 57.88%
o 25J0‘ 9? 0} Z‘I.41 .0 183 0 225.0 268 0
m/z--> §o 160 1éo 260 250 360 3%0 460 !
Abundance #219831: Triacontane A BT o e
57.0 14.80 15.00 15.20 15.40
m/z 55.10 23.59%
5000
99.0
o L) | 410 1830 2250 267.0 309.0 351.0 4220
m/z--> §o 160 1éo 260 250 360 350 460 ! 1480 1500 1520 1520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121319\
Data File : BF118188.D

Aca On : 13 Dec 2019 16:11

Operator :© JU

Sample - K6235-01

Misc :

ALS Vial : 12 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 Triacontane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.01 3.52 ng 159608 Perylene-di12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 10-Methvlnonadecane 282 C20H42 056862-62-5 86
5 Hexatriacontane 507 C36H74 000630-06-8 80
Abundance Scan 2367 (16.009 min): BF118188.D (-2363) (-) m/z 57.10 100.00%
51.1
5000 ,jx-nwnv~»h~j\«“wﬂa,*“,qmj
| "0 a1 15,60 15.80 16.00 16.20 16.40
: 19202252 : : : : :
o..-.,.l.'.-.",@m.t,w...., e e m/z 71.05  96.09%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
5000 AR AR AR AR B
15 60 15. 80 16. 00 16. 20 16 40
99.0 m/z 43.00 70.08%
0260 | || ,| | 1410 1830 2250 267.0 3090 3510 4220
m/z--> 50 100 1éo 260 2%0 360 3éo 460
Abundance #194493: Hexacosane
57.0
15,60 15.80 16.00 16.20 16.40
5000 m/z 85.10 62.69%
99.0
oLl |y, Lo 1830 2250 267.0 309.0 367.0
m/z--> éo 160 1éo 200 250 360 3éo 460
Abundance #215181: 2-methyloctacosane A B o
57.0 15.60 15.80 16.00 16.20 16.40
m/z 55.00 31.27%
= WMM
99.0
01260 Il | U | 1410 1830 2250 267.0 3000 3650
m/z--> 5'0 100 1éo 2(')0 250 300 3éo 4(|)O 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 : BF118188.D

Acq On : 13 Dec 2019 16:11

Operator : JU

Sample - K6235-01

Misc :

ALS Vial : 12 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 27.6 ng 992198 1 6.87 718188 20.0
2-Pentanone, 4-hy... 5.07 3.9 ng 141499 1 6.87 718188 20.0
unknown6 .64 6.64 78.8 ng 2829350 1 6.87 718188 20.0
n-Dodecyl methacr... 11.14 3.6 ng 188814 4 11.40 1047030 20.0
Thiourea, N,N"-di... 11.48 5.5 ng 286125 4 11.40 1047030 20.0
n-Hexadecanoic acid 11.93 11.2 ng 583630 4 11.40 1047030 20.0
Octadecanoic acid 12.72 5.8 ng 306475 4 11.40 1047030 20.0
Trifluoroacetoxy ... 13.89 6.1 ng 244700 5 14.06 801718 20.0
Hentriacontane 14_.52 3.1 ng 124006 5 14.06 801718 20.0
N-Formyldioncophy... 14.60 5.1 ng 204088 5 14.06 801718 20.0
Tetracosane 14.83 3.0 ng 135064 6 15.55 907493 20.0
Nonadecane 15.17 4.7 ng 211141 6 15.55 907493 20.0
Triacontane 16.01 3.5 ng 159608 6 15.55 907493 20.0
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