LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114386.D

Acq On : 18 May 2019 13:06

Operator : JU/SJ

Sample - K2894-11

Misc :

ALS Vial : 8 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_F\METHODS\8270-BF051019.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 height area % max. total
1 2.134 3 8 25 rVB 4986849 7186364 14.20% 2.370%
2 5.469 572 575 598 rBV 2611925 3664411 7.24% 1.208%
3 6.481 743 747 765 rBV 2624216 2624485 5.18% 0.865%
4 6.610 765 769 780 rBV 4859467 5135806 10.14% 1.694%
5 6.834 804 807 815 rBV 1519656 1320309 2.61% 0.435%
6 6.992 830 834 845 rVvB 4688732 4259745 8.41% 1.405%
7 7.398 898 903 911 rBV 3762836 3936674 7.78% 1.298%
8 8.116 1021 1025 1031 rVB 1945479 1667195 3.29% 0.550%
9 8.692 1117 1123 1126 rBV 744010 1312983 2.59% 0.433%
10 8.733 1126 1130 1145 rVB 967929 2072560 4_09% 0.683%

11 9.051 1168 1184 1188 rBV3 1221188 3218791 6.36% 1.061%
12 9.104 1188 1193 1195 rVV 1535852 2227308 4._.40% 0.735%
13 9.133 1195 1198 1203 rVvV 1389170 1904620 3.76% 0.628%
14 9.192 1203 1208 1211 rVB 5904884 6139501 12.13% 2.025%
15 9.498 1256 1260 1269 rVB 2618929 2264674 4_.47% 0.747%

16 9.869 1319 1323 1330 rVB 1998751 1819409 3.59% 0.600%
17 9.992 1336 1344 1353 rBV 1709383 2791276 5.51% 0.920%
18 10.274 1387 1392 1398 rBV 280035 786620 1.55% 0.259%
19 10.627 1448 1452 1454 rBV 1189424 1043552 2.06% 0.344%
20 10.663 1454 1458 1460 rBV 2773790 2870092 5.67% 0.946%

21 10.992 1511 1514 1518 rBV 678161 688162 1.36% 0.227%
22 11.180 1543 1546 1553 rVV 829518 1101480 2.18% 0.363%
23 11.239 1553 1556 1564 rVB 790143 1126697 2.23% 0.372%
24 11.351 1572 1575 1579 rBV 1969843 1948597 3.85% 0.643%
25 11.957 1659 1678 1681 rBV 12598690 50624924 100.00% 16.695%

26 12.592 1778 1786 1789 rBV 2227009 5322196 10.51% 1.755%
27 12.727 1795 1809 1816 rBV 12129415 40486881 79.97% 13.351%
28 12.786 1817 1819 1824 rVB2 686902 833884 1.65% 0.275%
29 12.945 1841 1846 1849 rBV 5607528 5953892 11.76% 1.963%
30 13.151 1878 1881 1886 rVB 722535 705590 1.39% 0.233%

31 13.315 1904 1909 1912 rBV 3560843 3614527 7.14% 1.192%
32 13.398 1918 1923 1930 rVVv4 362261 779244 1.54% 0.257%
33 13.492 1934 1939 1948 rVB2 2484741 2775786 5.48% 0.915%
34 13.768 1982 1986 1990 rBV 422342 537022 1.06% 0.177%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114386.D

Acq On : 18 May 2019 13:06

Operator : JU/SJ

Sample - K2894-11

Misc :

ALS Vial : 8 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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
Title

Z :\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.821 1990 1995 1997 rVV2 4384725 4973939 9.83% 1.640%

36 13.845 1997 1999 2005 rVB 2627078 2544472 5.03% 0.839%
37 13.951 2014 2017 2021 rBV 1066403 1120732 2.21% 0.370%
38 13.998 2021 2025 2028 rBV 1545305 1493490 2.95% 0.493%
39 14.145 2044 2050 2062 rVB 7198280 9778011 19.31% 3.225%
40 14.462 2097 2104 2107 rBV 9919581 14027366 27.71% 4.626%

41 14.768 2147 2156 2161 rBVY 10934202 18409453 36.36% 6.071%
42 15.104 2205 2213 2221 rBV 10430192 18364215 36.28% 6.056%
43 15.315 2245 2249 2255 rBVY 652181 1110073 2.19% 0.366%
44 15.486 2268 2278 2286 rBV2 9778202 19693228 38.90% 6.494%
45 15.721 2313 2318 2323 rVV 684781 1012960 2.00% 0.334%

46 15.774 2323 2327 2335 rVB 367494 563738 1.11% 0.186%
47 15.909 2341 2350 2358 rBVY 8173249 16236527 32.07% 5.354%
48 16.192 2391 2398 2401 rBV 460548 1019103 2.01% 0.336%
49 16.398 2424 2433 2448 rVB 5225642 11028037 21.78% 3.637%
50 16.968 2522 2530 2539 rVB 1949466 4188056 8.27% 1.381%

51 17.498 2614 2620 2634 rVB6 251977 886156 1.75% 0.292%
52 17.650 2639 2646 2659 rVB 571581 1470685 2.91% 0.485%
53 18.462 2779 2784 2798 rVB3 179825 574036 1.13% 0.189%

Sum of corrected areas: 303239534
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114386.D

Acq On : 18 May 2019 13:06

Operator : JU/SJ

Sample - K2894-11

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF114386.D
1.2e+07

1e+07
8000000

6000000
.13 6.61 6.99

4000000 7.40
5.47 6.48

2000000 }\¥/\ 6.83
ol

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF114386.D

1.2e+07

1e+07

8000000

6000000

4000000

2000000 A

I B e e e e e e & & === SN

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF114386.D

1.2e+07

14.77
15.10
14.46 15.49
1le+07

15.91
8000000

6000000

4000000

2000000

18.46

R I T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114386.D

Acq On : 18 May 2019 13:06

Operator : JU/SJ

Sample - K2894-11

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

2.13 108.86 ng 7186360 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 43
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23

Abundance Scan 7 (2.128 min): BF114386.D (-3) (-) m/z 73.10 100.00%
7B
5000 43 /\\
i 87 U UL A I I
36 | | 65 | 101 2.20 2.30 2.40 2.50
O el 2 e P e | M/ZZ 430100 49.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 USSR UL A L I
43 2.20 2.30 2.40 2.50
55 87 m/z 55.10 32.88%
29
0'“I”'W'“'P'“I”'W'”'P'“I”'?q'”l“'W'”'P'”I'”'P'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
2.20 2.30 2.40 2.50
5000 - m/z 87.10 25.97%
43
27
0 15 63 83 98 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73 2.20 2.30 2.40 2.50
87 m/z 41.05 16.37%
5000 41 55
29 ‘
o L \‘\ Loesll s | o7 12 19
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 220 2.30 2.40 250
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114386.D

Acq On : 18 May 2019 13:06

Operator : JU/SJ

Sample - K2894-11

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2 unknown6.61 Concentration Rank 6

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

6.61 77.80 ng 5135810 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 769 (6.610 min): BF114386.D (-765) (-) m/z 132.00 100.00%
5000 68
620 6.40 6.60 6.80 7.00
o B E e m/z 68.05 44 _76%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AN U UL RN
620 640 6.60 6.80 7.00
31 51 78 m/z 134.00 33.40%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132 \
74 620 6.40 660 6.80 7.00
5000 gg 116 m/z 66.00 28.65%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14395: 1,3,5-Trifluorobenzene R R ERmas
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 17.26%
5000
63 81
0 3\1 59 1 \\‘ \\72\ ‘\ \92 10\]-\112 |
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114386.D

Acq On : 18 May 2019 13:06

Operator : JU/SJ

Sample - K2894-11

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
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 4 Benzene, 2,4-diisocyanato-1... Concentration Rank 16

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

8.73 24 .86 ng 2072560 Naphthalene-d8 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 2,4-diisocyanato-1-methyl- 174 C9H6N202 000584-84-9 93
2 Benzo [f]-1,5-diazabicyclo[3.2.2... 174 C11H14N2 007092-76-4 87
3 Benzene, 1,3-diisocyanato-2-methyl- 174 C9H6N202 000091-08-7 68
4 3-Ethyl-1,2-dihydro-2-oxoquinoxa... 174 C10H10N20 013297-35-3 58
5 7-Amino-4-methyl-2-quinolinol 174 C10H10N20 019840-99-4 53

Abundance Scan 1129 (8.728 min): BF114386.D (-1126) (-) m/z 174.00 100.00%
174
145
5000
% e '8.40 8.60 880 9.00
o I !‘n.“-.‘l. A ol I Ao 2o 26 855 Tnyz 145.00  72.85%
m/z--> 50 100 150 200 250 300 350
Abundance #41759: Benzene, 2,4-diisocyanato-1-methyl-
174
145
5000 USRS SRS SR SRR
840 8.60 880 9.00
51 91 118 m/z 146.00 35.18%
IR P 1 O A
m/z--> 50 100 150 200 250 300 350
Abundance
174
'8.40 8.60 880 9.00
5000 m/z 173.00 32.19%
145
118
a1 65 Ot
-
m/z--> 50 100 150 200 250 300 350
Abundance #41757: Benzene, 1,3-diisocyanato-2-methyl-
174 8.40 8.60 8.80 9.00
m/z 132.00 21.66%
5000 118 146
91
0.15..‘”.‘iluﬁuhu J‘l‘L.J..‘.‘luuH.. ——— ——— T  ERma e e RAS
m/z--> 50 100 150 200 250 300 350 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114386.D

Acq On : 18 May 2019 13:06

Operator : JU/SJ

Sample - K2894-11

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
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 5 2-Hydroxymethylbenzimidazole Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.05 35.38 ng 3218790 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hydroxymethylbenzimidazole 148 C8H8N20 022128-99-0 58
2 1H-Imidazo[4,5-b]pyridin-2-amine... 148 C7H8N4 1000351-72-5 55
3 7H-Pyrazolo[3,4-b]pyridin-3-amin... 148 C7H8N4 1000362-41-7 50
4 2-Methyl-5-aminobenzoxazole 148 C8H8N20 005676-60-8 47
5 Bicyclo[4.2.0]Jocta-1,3,5-triene-... 148 C9H802 014381-41-0 47
Abundance Scan 1184 (9.051 min): BF114386.D (-1168) (-) m/z 148.10 100.00%
148

5000

8.80 9.00 9.20 9.40

(0} m/z 92.95 34_.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #23166: 2-Hydroxymethylbenzimidazole
148
5000
w05 B 8.80 9.00 9.20 9.40
m/z 147 .00 30.16%
78
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
148

8.80 9.00 9.20 9.40
5000 93 m/z 120.10 26.61%

50 119
38 66
o 133
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #23126: 7H-Pyrazolo[3,4-b]pyridin-3-amine, 6-methyl-
148

8.80 9.00 9.20 9.40
m/z 105.95 24 .63%

.

8.80 9.00 9.20 9.40

5000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114386.D

Acq On : 18 May 2019 13:06

Operator : JU/SJ

Sample - K2894-11

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
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 6 2H-Benzimidazol-2-one, 1,3-... Concentration Rank 17

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

9.10 24 .48 ng 2227310 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Benzimidazol-2-one, 1,3-dihyd... 148 C8H8N20 005400-75-9 90
2 Pyrrole-3-carbonitrile, 5-formyl._.. 148 C8H8N20 032487-71-1 83
3 Pyrrole-2-carbonitrile, 5-formyl._.. 148 C8H8N20 026187-38-2 80
4 1,4-Benzenedicarboxaldehyde, 2-m... 148 C9H802 027587-17-3 64
5 2-Propenoic acid, 3-phenyl- 148 C9H802 000621-82-9 58

Abundance Scan 1192 (9.098 min): BF114386.D (-1188) (-) m/z 148.05 100.00%
148
5000
119
106
39 52 65 77 98 | 131 207 8.80 9.00 9.20 9.40
0 B A28 m/z 147.05  83.09%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #23182: 2H-Benzimidazol-2-one, 1,3-dihydro-5-methyl-
148
5000
8.80 9.00 9.20 9.40
74 93 105 119 m/z 119.00 25.51%
0I""I”"JN'LI"H'PW"I'”'I'"W""I”"I'”'
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
148
8.80 9.00 9.20 9.40
5000 m/z 106.05 19.42%
119
39 52 © 78 92 105 133
O e e T T T
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #23183: Pyrrole-2-carbonitrile, 5-formyl-3,4-dimethyl- R e
147 8.80 9.00 9.20 9.40

m/z 120.00 15.29%

119
5000
92
% 5 T o7s | 105 ) 13
AR SR SN SRS UL LA LI DAL BN B

m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114386.D

Acq On : 18 May 2019 13:06

Operator : JU/SJ

Sample - K2894-11

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
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 4-(Methyleneamino)phenyldim... Concentration Rank 18

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

9.13 20.94 ng 1904620 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-(Methyleneamino)phenyldimethyl.._.. 148 C9H12N2 147354-14-1 72
2 2-Methyl-5,6,7,8-tetrahydroquino... 148 C9H12N2 038917-65-6 64
3 1,4-Benzenedicarboxaldehyde, 2-m... 148 C9H802 027587-17-3 64
4 3H-Indazol-3-one, 1,2-dihydro-2-... 148 C8H8N20 001848-40-4 53
5 Indole-2-one, 2,3-dihydro-6-amino- 148 C8H8N20 150544-04-0 47

Abundance Scan 1197 (9.127 min): BF114386.D (-1195) (-) m/z 148.10 100.00%
148
5000
106
37 51 65 92 131 o8 8.80 9.00 9.20 9.40

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #23208: 4-(Methyleneamino)phenyldimethylamine
148

5000 P T R
8.80 9.00 920 9.40

132 m/z 106.05 22 .40%

7
28 10495 |
o.npw”“ﬂ”ﬁhﬂp.”JM”“.L“‘”..”“.”..”..”..”“.”“.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
148

8.80 9.00 9.20 9.40

5000 m/z 65.00 11.18%
5279 120
o 38 106 | 134
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #23285: 1,4-Benzenedicarboxaldehyde, 2-methyl- R R e
148 8.80 9.00 9.20 9.40
m/z 92.00 10.50%
91
5000 119
39 65
S N 0 - —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114386.D

Acq On : 18 May 2019 13:06

Operator : JU/SJ

Sample - K2894-11

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
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 8 Dodecane, 1-chloro- Concentration Rank 15

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

9.50 24.89 ng 2264670 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane, 1-chloro- 204 C12H25CI 000112-52-7 90
2 Decane, 1-chloro- 176 C10H21ClI 001002-69-3 80
3 Tetradecane, 1l-chloro- 232 C14H29cClI 002425-54-9 53
4 Nonane, 1-chloro- 162 C9H19ClI 002473-01-0 53
5 1-Chloroundecane 190 C11H23cClI 002473-03-2 50

Abundance Scan 1260 (9.498 min): BF114386.D (-1256) (-) m/z 43.05 100.00%
43 57
91
5000 69
105 BENARPE AR AR SR
9.20 9.40 9.60 9.80
119
o..w..”hn. 133 146 161 175 204 m/z 57.05 89 . 61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64051: Dodecane, 1-chloro-
g1
57
43
5000 69 S RRARS RS RAEES RERE

9.20 9.40 9.60 9.80

105
29 m/z 91.00 68.50%
“smmwmm 204
T T T e e
m/z--> 20 40 100 120 140 160 180 200 220
Abundance
43 91
R R e A ERARE
57 9.20 9.40 9.60 9.80
5000 69 m/z 41.10 66.96%
29
105
0 15 119 133 147 176
L o o AL I o o o o e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #87665: Tetradecane, 1-chloro-
43 57 9.20 9.40 9.60 9.80
m/z 55.05 63.80%
91
5000 1
29
0 L H H \“1%9133147161175189203 232
”.,”..“..w..”,.”.,...“..w..”,.”. S B REEEE L B e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114386.D

Acq On : 18 May 2019 13:06

Operator : JU/SJ

Sample - K2894-11

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
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 9 Dodecanoic acid Concentration Rank 14

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

9.99 30.68 ng 2791280 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 98
2 n-Decanoic acid 172 C10H2002 000334-48-5 81
3 Undecanoic acid 186 C11H2202 000112-37-8 72
4 Nonanoic acid 158 C9H1802 000112-05-0 53
5 Hexanoic acid 116 C6H1202 000142-62-1 38

Abundance Scan 1344 (9.992 min): BF114386.D (-1336) (-) m/z 60.00 100.00%
43 0 7B
5000
85 e 129 157 ST T, - S CA—
o7 143 171 200 9. 60 9. 80 10 00 10 20 10. 40
183
o} m/z 73.00 97 .75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61120: Dodecanoic acid
60 73
43
5000 IREBE SRR R
129 157 9.60 9.80 10.00 10.20 10.40
29 m/z 43.10 80.82%
0 \“ ‘

115
‘ ‘ ‘ 101 ‘ 143 171 200
..1.5,.‘...‘i‘a‘..“l“‘.‘.. M.h‘ . .‘..‘i‘....‘,..‘..1,8.3...l....
m/z--> 20 40 60 100 l 140 160 180 200
Abundance
60 73

41 R L B
29 9.60 9.80 10.00 10.20 10.40
5000 m/z 41.05 71.63%
129
87
101 115 143 155 172
0 L e e e e B N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50051: Undecanoic acid
60 7 9.60 9.80 10.00 10.20 10.40
m/z 55.10 61.02%
5000 43
29 129 143
115 186
0 ...1?.\.\ AL A W 1 ..w.,w.‘..,\...l??l?.g. [N
m/z--> 20 40 6 120 140 160 180 200 9.60 9.80 10.00 10.20 10.40

8270-BF051019.M Mon May 20 18:41:57 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114386.D

Acq On : 18 May 2019 13:06

Operator : JU/SJ

Sample - K2894-11

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
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 10 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.96 519.60 ng 50624900 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Undecanoic acid 186 C11H2202 000112-37-8 74
Abundance Scan 1679 (11.963 min): BF114386.D (-1659) (-) m/z 73.00 100.00%
78
5000 129 ///\\
11'60 11.80 12.00 1220
0! m/z 43.10 95.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107549: n-Hexadecanoic acid
43 80
5000 129 L DL UL SRR BN
11. 60 11. 80 12. oo 12.20
157 1g5 213 256 m/z 60.00 92 .69%
ol 239
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 | 73
11'60 11.80 12.00 1220
5000 129 m/z 57.05 79.15%
97 199 242
2 113 157 180 295

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #84452: Tetradecanoic acid e e R R
11.60 11.80 12.00 12.20
m/z 55.10 73.59%

—

5000

F

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11. 60 11. 80 12. 00 12 20

8270-BF051019.M Mon May 20 18:41:58 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114386.D

Acq On : 18 May 2019 13:06

Operator : JU/SJ

Sample - K2894-11

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
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 11 9,12-Octadecadienoic acid (... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.59 54 .63 ng 5322200 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9,12-Octadecadienoic acid (Z,Z2)- 280 C18H3202 000060-33-3 98
2 9,17-Octadecadienal, (2)- 264 C18H320 056554-35-9 92
3 2-Methyl-Z,Z-3,13-octadecadienol 280 C19H360 1000130-90-5 91
4 7-Tetradecyne 194 C14H26 035216-11-6 86
5 1-Hexadecyne 222 C16H30 000629-74-3 81
Abundance Scan 1786 (12.592 min): BF114386.D (-1778) (-) m/z 55.10 100.00%

81
5000

L

123 12 20 12.40 12.60 12.80 13.00
137151165 185 222 264 280
ol 199 236 m/z 41.10 85.14%

m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127647: 9,12-Octadecadienoic acid (Z,2)-
7
81

109

12.20 12.40 12.60 12.80 13.00
39%23 m/z 67.00 76.67%
o 137151 167182196 222235 256 200
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67
a1 81 e R BLELL R e
12.20 12.40 12.60 12.80 13.00
5000 95 m/z 81.05 61.57%
109
o 123137151165179103207221235 2%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127747: 2-Methyl-Z,Z-3,13-octadecadienol e

12.20 12.40 12.60 12.80 13.00
m/z 69.05 54 .50%

135149163177191 206 231 248263 280 - ] "f AR

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80 13.00

41

5000

8270-BF051019.M Mon May 20 18:41:59 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114386.D

Acq On : 18 May 2019 13:06

Operator : JU/SJ

Sample - K2894-11

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
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 12 Octadecanoic acid Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
12.73 542.18 ng 40486900 Chrysene-di12 14 .00
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 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 1809 (12.727 min): BF114386.D (-1795) (-) m/z 43.10 100.00%
8 73
5000 —LL
—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
12.40 12.60 12.80 13.00
(o} m/z 73.05 88.65%
m/z--> 50 100 150 200 250 300
Abundance #131261: Octadecanoic acid
43 || 73
5000 129
97 12.40 12.60 12.80 13.00
185 a1 284 m/z 60.00 82.73%
u“ Lo s, P
o "“l“ ‘i“‘:“l‘:‘l‘ | \\I —— —— mmE
m/z--> 50 100 150 200 250 300
Abundance
43 73
12.40 12.60 12.80 13.00
5000 129 m/z 57.10 82.21%
97 199 242
o2 157 180 | o25
m/z--> 55 160 1éo 260 2éo 360
Abundance #107549: n-Hexadecanoic acid
43 60 12.40 12.60 12.80 13.00
m/z 55.10 72 .88%
5000 129
83
o1 157 185 213 256
o “':}“I“ ﬁ‘”‘\. ul Il : ‘. .{ .‘. ‘I .‘ ; \|23|9 “. ——
m/z--> 50 100 150 200 250 300 12.40 12.60 12.80 13.00

8270-BF051019.M Mon May 20 18:42:00 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114386.D

Acq On : 18 May 2019 13:06

Operator : JU/SJ

Sample - K2894-11

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
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 13 Tris(1,3-dichloroisopropyl)... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

13.32 48.40 ng 3614530  Chrysene-d12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Tris(1,3-dichloroisopropyl)phosp... 428 C9H15C1604P 013674-87-8 94
2 1-Propanol, 2,3-dichloro-, phosp... 428 C9H15C1604P 000078-43-3 83

3 1-Propene, 1,3-dichloro-, (E)- 110 C3HA4CI2 010061-02-6 35

4 Propane, 2,2"-oxybis[1,3-dichloro- 238 C6H10CI40 059440-89-0 23

5 Methane, tribromofluoro- 268 CBr3F 000353-54-8 10

Abundance Scan 1910 (13.321 min): BF114386.D (-1904) (-) m/z 75.00 100.00%
99 101

5000

AN
LI L I e

13.00 13.20 13.40 13.60

o} m/z 99.00 83.20%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #221823: Tris(1,3-dichloroisopropyl)phosphate
75
99
191
5000
49 o1 13.00 13.20 13.40 13.60
. \ 155 T N m/z 190.90  80.54%
A T O T T~ .l =
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
75
A
99 A Rm s S
13.00 13.20 13.40 13.60
0
5000 49 191 m/z 192.90 51.48%
155 211
o 119 247269 301321 381
B e L T R A SN W e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #5653: 1-Propene, 1,3-dichloro-, (E)- R B
75 13.00 13.20 13.40 13.60
39 m/z 208.90 43.03%
5000
110
12 J‘ J\ ! ‘ A A
ol b 4 A e
m/z--> 0 50 100 150 200 250 300 350 400 13.00 13.20 13.40 13.60

8270-BF051019.M Mon May 20 18:42:01 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114386.D

Acq On : 18 May 2019 13:06

Operator : JU/SJ

Sample - K2894-11

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
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 14 Octadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.49 37.17 ng 2775790 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 89
2 Tetradecane 198 C14H30 000629-59-4 78
3 Tridecane, 6-propyl- 226 C16H34 055045-10-8 78
4 Heptadecane 240 C17H36 000629-78-7 70
5 Heptacosane 380 C27H56 000593-49-7 53

Abundance Scan 1939 (13.492 min): BF114386.D (-1934) (-) m/z 57.05 100.00%

l@

5000 85
113 13.20 13.40 13.60 13.80
3 141 169 240
o 198215 266283299 338 m/z 43.10 72_99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #105885: Octadecane
57
5000 85 LA L L L L LB
13. 20 13. 40 13. 60 13. 80
29 m/z 71.10 54.89%
0 \‘ |l ‘ | T ‘ 1}3 | 141 169 197 225 254
T T A [ T T [ T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l_
13.20 13.40 13.60 13.80
5000 85 m/z 59.00 51.74%
29

113 141 169 198

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #83030: Tridecane, 6-propyl- R e e A RAREEE
43 13.20 13.40 13.60 13.80
71 m/z 85.10  40.94%
5000

99 126 154 183
| | 226

Y N Y N O .- A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.20 13.40 13.60 13.80

l@

8270-BF051019.M Mon May 20 18:42:02 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114386.D

Acq On : 18 May 2019 13:06

Operator : JU/SJ

Sample - K2894-11

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
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 15 unknownl3.82 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.82 66.61 ng 4973940 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 93
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 1995 (13.821 min): BF114386.D (-1990) (-) m/z 57.10 100.00%
57
5000 85
113 141 163 13.60 13.80 14.00 14.20
0 R ,I b T RI0T188 211 230 281 309 852 | 75T 4310 67.46%
miz--> 0 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57
5000 85

13.60 13.80 14.00 14.20
m/z 71.10 59.24%

113
ol 22l L LT 16018021 239 267 295 373 352
R o P I G
mz-> 0 50 100 150 200 250 300 350
Abundance
57
13.60 13.80 14.00 14.20
5000 m/z 85.10 43.86%
85
29
0 113 141 160 197 225 253 281 323 351 380
e S = L s s
mz-> 0 50 100 150 200 250 300 350
Abundance #141425: Heneicosane R RmEE na e
57 13.60 13.80 14.00 14.20
m/z 41.05 24 _87%
5000 85
29
o M | M 141 160 107 225 253 206
e A e oo
mz-> 0 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20

8270-BF051019.M Mon May 20 18:42:03 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114386.D

Acq On : 18 May 2019 13:06

Operator : JU/SJ

Sample - K2894-11

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
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 16 2,2"-(Ethane-1,2-diylbis(ox... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.84 34.07 ng 2544470 Chrysene-d12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,2"-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 83
2 Benzoic acid, 2-(4-nitrophenoxy)... 287 C15H13N0O5 1000368-92-7 78
3 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 74
4 2-(2-CarboxyvinyD)pyridine, trans 149 C8H7NO2 007340-22-9 52
5 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 43
Abundance Scan 1998 (13.839 min): BF114386.D (-1997) (-) m/z 105.00 100.00%
105 149
5000 77
N 122 179 215236255 290 355 1360 1380 14.00 1420
ol 1122 | 179 215236255 290 355 75149 05 81.60%
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
5000 RIS UL SR SR SR
77 13.60 13.80 14.00 14.20
m/z 77.00  40.35%
o28 >t 131 | 179 209 236
m/z--> 50 100 150 200 250 300 350
Abundance
105 149
- ' 13.60 13.80 14,00 14.20
5000 m/z 51.00 12 .30%

51
o 30 122 167 211 287
— T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance : i

#56014: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl- T T T T T T T T

149 13 60 13. 80 14. 00 14 20
105 m/z 150.10 8.12%
5000
77
45
ol 27 1y | 122
ey e
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114386.D

Acq On : 18 May 2019 13:06

Operator : JU/SJ

Sample - K2894-11

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
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 17 wunknownl4.14 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.14 130.94 ng 9778010 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 93
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2049 (14.139 min): BF114386.D (-2044) (-) m/z 57.10 100.00%
57
5000 85
113 13.80 14.00 14.20 14.40
141
ol 34 A LT 169 107 225 253 281 300 337 366387 | 7o 43 10 67.74%
m/z--> 50 100 150 200 250 300 350
Abundance #83051: Dodecane, 2-methyl-6-propyl-
57
5000 85 NN AR B

13.80 14.00 14.20 14.40
m/z 71.10 60.68%

140
\113 - 182505006

o=l N
m/z--> 50 100 150 200 250 300 350
Abundance
57
13.80 14.00 14.20 14.40
5000 m/z 85.10 44 . 30%
85
0 29 113 141 169 197 225 253 281 323 351 380
B e e L e e B e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane T T T
57 13.80 14.00 14.20 14.40
m/z 41.10 24 .13%
85
5000
29 113
oL Ly | L M1 160 197 225 253 296
A — T T R e ELaER
m/z--> 50 100 150 200 250 300 350 13. 80 14. OO 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114386.D

Acq On : 18 May 2019 13:06

Operator : JU/SJ

Sample - K2894-11

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
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 18 Dodecane, 2-methyl-6-propyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.46 187.85 ng 14027400 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 93
2 Heptacosane 380 C27H56 000593-49-7 91
3 1-lodo-2-methylundecane 296 C12H251 073105-67-6 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 2104 (14.462 min): BF114386.D (-2097) (-) m/z 57.10 100.00%
57
5000 85
113 14.20 14.40 14.60 14.80
141
ol 3 L | 1t 169 107 225 253 281 323 351380 | o 43,10 65.49%
m/z--> 50 100 150 200 250 300 350
Abundance #83051: Dodecane, 2-methyl-6-propyl-
57
5000 85 L UL UL UL U
14.20 14.40 14.60 14.80
140 m/z 71.10 63.09%
38 | (U387 18250505
m/z--> 50 100 150 200 250 300 350
Abundance
57
14.20 14.40 14.60 14.80
5000 m/z 85.05 46.44%
85
o 29 113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance #140553: 1-lodo-2-methylundecane N mmE L e
57 14.20 14.40 14.60 14.80
m/z 55.05 23.90%
5000
85
29
ks 10 o 296
m/z--> 50 100 150 200 250 300 350 1420 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114386.D

Acq On : 18 May 2019 13:06

Operator : JU/SJ

Sample - K2894-11

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
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 19 Hexacosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.77 18.70 ng 18409500 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2156 (14.768 min): BF114386.D (-2147) (-) m/z 57.10 100.00%
57
5000 85
113 14.40 14.60 14.80 15.00
141
ol 3t L4 |7y7, 141 169 107 225 253 281 309 337 365 34 43 10 65.93%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85
14.40 14.60 14.80 15.00
m/z 71.10 63.70%
. 20 Ll H M3J1§1 169 197 225 253 295 323 367
m/z--> 55 100 1éo 260 2%0 360 3éo '
Abundance
57
14.40 14.60 14.80 15.00
5000 85 m/z 85.10 47 .87%
29
. 113 141 169 197 225 253 281 309 337 380
m/z--> 55 160 1éo 260 250 360 3éo '
Abundance #209566: Octacosane
57 14.40 14.60 14.80 15.00
m/z 55.10 24 .66%
5000 85
29
oL L L 7% 141 169 107 205 253 281 300 37 365 s JL__JL__ )l
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114386.D

Acq On : 18 May 2019 13:06

Operator : JU/SJ

Sample - K2894-11

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
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 20 Pentacosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.10 18.65 ng 18364200 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 97
2 Heptacosane 380 C27H56 000593-49-7 91
3 2-methyloctacosane 408 C29H60 1000376-72-8 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2212 (15.098 min): BF114386.D (-2205) (-) m/z 57.10 100.00%
57
5000 85
113 14.80 15.00 15.20 15.40
141
ol 3l h 77 141 169 107 225 263 261 309 337 365 408 | pn 43 10 64.22%
m/z--> 50 o 150 200 250 300 350 400
Abundance #185533: Pentacosane
57
5000 85
14.80 15.00 15.20 15.40
113 m/z 71.10 63.12%
ol 220 Ly LT 169180211 239 267 295 323 352
m/z--> 55 100 1%0 260 2éo 360 3%0 460
Abundance
57
14.80 15.00 15.20 15.40
5000 m/z 85.10 46 .40%
85
o 29 113 141 169 197 205 253 281 323 351 380
m/z--> 55 160 1%0 260 250 360 3%0 460
Abundance #215181: 2-methyloctacosane
57 14.80 15.00 15.20 15.40
m/z 55.05 24 .06%
5000 85
0 29 “.‘J 1ﬁ3Jlﬂl‘1§9 197 225 267 295 365 393
m/z--> 5'0 1(')0 1&1;0 2(')0 25'30 3(')0 3&1,0 4(')0 14. 80 15.00 15 20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114386.D

Acq On : 18 May 2019 13:06

Operator : JU/SJ

Sample - K2894-11

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019_.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... 2.13 108.9 ng 7186360 1 6.83 1320310 20.0
unknown6 .61 6.61 77.8 ng 5135810 1 6.83 1320310 20.0
Benzene, 2,4-diis... 8.73 24 .9 ng 2072560 2 8.12 1667200 20.0
2-Hydroxymethylbe. .. 9.05 35.4 ng 3218790 3 9.87 1819410 20.0
2H-Benzimidazol-2... 9.10 24.5 ng 2227310 3 9.87 1819410 20.0
4-(Methyleneamino. .. 9.13 20.9 ng 1904620 3 9.87 1819410 20.0
Dodecane, 1-chloro- 9.50 24.9 ng 2264670 3 9.87 1819410 20.0
Dodecanoic acid 9.99 30.7 ng 2791280 3 9.87 1819410 20.0
n-Hexadecanoic acid 11.96 519.6 ng 50624900 4 11.36 1948600 20.0
9,12-Octadecadien... 12.59 54_.6 ng 5322200 4 11.36 1948600 20.0
Octadecanoic acid 12.73 542.2 ng 40486900 5 14.00 1493490 20.0
Tris(l1,3-dichloro... 13.32 48.4 ng 3614530 5 14.00 1493490 20.0
Octadecane 13.49 37.2 ng 2775790 5 14.00 1493490 20.0
unknownl13.82 13.82 66.6 ng 4973940 5 14.00 1493490 20.0
2,2"-(Ethane-1,2-... 13.84 34.1 ng 2544470 5 14.00 1493490 20.0
unknownl4 .14 14.14 130.9 ng 9778010 5 14.00 1493490 20.0
Dodecane, 2-methy... 14.46 187.8 ng 14027400 5 14.00 1493490 20.0
Hexacosane 14.77 18.7 ng 18409500 6 15.46 19693200 20.0

6

Pentacosane 15.10 18.6 ng 18364200 15.46 19693200 20.0
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