LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120319\
Data File : BF118066.D

Aca On : 3 Dec 2019 17:05

Operator :© JU

Sample : K6069-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF111319.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.169 6 14 25 rvB 795487 1074487 24.76% 2.862%
2 5.092 506 511 523 rVB 517850 664368 15.31% 1.770%
3 5.498 575 580 583 rBY 3353370 3209629 73.95% 8.550%
4 6.504 746 751 754 rBVY 3230554 3456144 79.63% 9.207%
5 6.645 770 775 779 rBVY 3808775 3641247 83.89% 9.700%
6 6.875 811 814 818 rBV 954083 774429 17 .84% 2.063%
7 7.034 837 841 844 rBVY 3435997 2913617 67.13% 7.761%
8 7.439 905 910 913 rBVY 2298327 2166759 49.92% 5.772%
9 8.163 1029 1033 1040 rBvV 1197770 1000789 23.06% 2.666%
10 9.245 1211 1217 1220 rBvV 4770739 4340409 100.00% 11.562%

11 9.633 1280 1283 1287 rBV 432240 328813 7.58% 0.876%
12 9.839 1312 1318 1325 rVB3 24710 54465 1.25% 0.145%
13 9.927 1328 1333 1336 rBV 1258905 1154749 26.60% 3.076%
14 10.716 1463 1467 1471 rBV 2883002 2681812 61.79% 7.144%
15 11.416 1582 1586 1590 rBV 1285779 1182914 27.25% 3.151%

16 11.480 1595 1597 1600 rVB2 61118 51312 1.18% 0.137%
17 11.633 1619 1623 1630 rBV2 34798 63785 1.47% 0.170%
18 11.939 1672 1675 1680 rBV 296128 272680 6.28% 0.726%
19 12.727 1806 1809 1817 rBV2 133955 174156 4.01% 0.464%
20 12.886 1833 1836 1844 rVB2 106071 142166 3.28% 0.379%

21 13.010 1852 1857 1860 rBV 4525181 4332207 99.81% 11.540%
22 13.521 1941 1944 1947 rBV 69477 68187 1.57% 0.182%
23 13.580 1951 1954 1957 rVB 69305 61710 1.42% 0.164%
24 13.727 1976 1979 1984 rVB 116280 114489 2.64% 0.305%
25 13.904 2005 2009 2017 rVB2 288196 390442 9.00% 1.040%

26 14.068 2033 2037 2041 rVB 1018875 856658 19.74% 2.282%
27 14.227 2060 2064 2069 rBV 135856 131387 3.03% 0.350%
28 14.533 2113 2116 2121 rVB 182168 164871 3.80% 0.439%
29 14.845 2163 2169 2175 rBV 220905 256238 5.90% 0.683%
30 15.192 2223 2228 2235 rBV 228783 271761 6.26% 0.724%

31 15.562 2286 2291 2307 rVB2 682726 1136881 26.19% 3.028%
32 16.033 2366 2371 2377 rBV 133799 209094 4.82% 0.557%
33 16.556 2454 2460 2466 rBV2 79277 149373 3.44% 0.398%
34 17.174 2560 2565 2570 rVB6 26632 48197 1.11% 0.128%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120319\
Data File : BF118066.D

Aca On : 3 Dec 2019 17:05

Operator :© JU

Sample : K6069-01

Misc :

ALS Vial : 9 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

Method
Title

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF111319.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 37540225
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120319\
Data File : BF118066.D

Aca On : 3 Dec 2019 17:05

Operator :© JU

Sample : K6069-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

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

Quant Method
Quant Title

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

Abundance TIC: BF118066.D

4000000 6.65

7.03
5.50 6.50

3000000

2000000

1000000{ 17 6.87

5.09

7.44

O e e et
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00

Abundance TIC: BF118066.D

4000000

3000000 10.72

2000000
8.16 0.03 11.42
1000000
9.63 11.94

9.8 148163 |\

12.782.89
_J

N VS

o—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: BF118066.D

4000000

3000000

2000000

14.07
1000000 15.56

17.17

3.90 ﬂ
1258873 1423 1453 1484 1519 16.03
A 2 16.56

T T e e e e e

R I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120319\
Data File : BF118066.D

Aca On : 3 Dec 2019 17:05

Operator :© JU

Sample : K6069-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.17 27.75 ng 1074490 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 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 22
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 14 (2.169 min): BF118066.D (-6) (-) m/z 73.10 100.00%

73
5000 43

37 | 67 220 230 240 2.50 2.60
Obrprrer ot e S L e M/Z 43.05  35.26%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 LA L L L L LB DL
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 87.10 27.70%
29
W35 1] | 671] 80 |
Ot P e R e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 R R E R R ERE s R
2.20 2.30 2.40 2.50 2.60
5000 55 m/z 55.10 24.00%
479 .97 112 129
0..,....,....,....,....,.... NN e o e o R REER
m/z--> 20 70 80 90 100 110 120 130
Abundance #4436. Pentane, 3-methoxy-
73 2.20 2.30 2.40 2.50 2.60

m/z 41.05 11.72%

5000
45
29 4
ol 39| 5 67 | 101
S N S P HE M- 4 ' L ——

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60

8270-BF111319.M Wed Dec 04 18:07:48 2019 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120319\
Data File : BF118066.D

Aca On : 3 Dec 2019 17:05

Operator :© JU

Sample : K6069-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.09 17.16 ng 664368 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 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 511 (5.092 min): BF118066.D (-506) (-) m/z 43.00 100.00%
43
59
5000
101 I B
51|l e 83 480 5.00 520 5.40
My i HNNAE NH DS m/z 59.00 62.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR I UL L I
59 480 500 520 540
m/z 101.00 23.64%
15 31 101
0 | U Y | 83 ,
R I IR SRS UL LI I IR UL RIS SRR LS RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime
43
480 5.00 520 540
5000 m/z 58.00 15.23%
101
15 58
28 60 84 |
S ) R R SN AN AL RRARA RAREA AN AARAN LALA RALRS ARSI RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R R
59 480 5.00 520 5.40
m/z 41.00 8.37%
5000 41
68
0 150 . 126 147
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120319\
Data File : BF118066.D

Aca On : 3 Dec 2019 17:05

Operator :© JU

Sample : K6069-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknown6.65 Concentration Rank 1

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

6.65 94.04 ng 3641250 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 776 (6.651 min): BF118066.D (-770) (-) m/z 132.00 100.00%
5000
68
40 % " 640 6.60 6.80 7.00
54 - - - -
o fer L Weus . m/z 134.00 34.22%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR IS L R L
6.40 6.60 6.80 7.00
2 51 78 m/z 68.10 33.45%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
640 6.60 6.80 7.00
5000 67 m/z 66.00 22.74%
41 97
53
T
ol bl ol ol 8820 |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! S R e RAEaa
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 14 .00%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S | 0
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\BF120319\
Data File : BF118066.D

Aca On : 3 Dec 2019 17:05

Operator :© JU

Sample : K6069-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.94 4.61 ng 272680 Phenanthrene-d10 11.42
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 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Undecanoic acid 186 C11H2202 000112-37-8 80
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58
Abundance Scan 1675 (11.939 min): BF118066.D (-1672) (-) m/z 72.95 100.00%
43 60 |
5000 129
213 DN
143107171185, oo 11.60 11.80 12.00 12.20
0 m/z 43.10 80.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078 LV*NkamH“MMAM
5000 129 LR R LR AR
nmnmnmnm
m/z 60.00 79.42%
| L|TJJ 143157171185199213
Ol
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73
11,60 11.80 12.00 12.20
5000 129 m/z 41.05 68.41%
29
0.}ﬁ.”w.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 ﬁ¢~¢wﬂ~An~wv~J
Abundance #72646: Tridecanoic acid L
43 60 78 11.60 11.80 12.00 12.20
m/z 55.10 67.15%
5000 - e
“ T7 01115 ‘ 171185 2 A_NVJKMWAPVAJLWV_A,x,muﬁfu
S O . e T A PR SSSST el
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120319\
Data File : BF118066.D

Aca On : 3 Dec 2019 17:05

Operator :© JU

Sample : K6069-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Octadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

12.73 2.94 ng 174156 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Decanoic acid 172 C10H2002 000334-48-5 91
3 Undecanoic acid 186 C11H2202 000112-37-8 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Pentadecanoic acid 242 C15H3002 001002-84-2 64
Abundance Scan 1809 (12.727 min): BF118066.D (-1806) (-) m/z 73.00 100.00%

48 57 78
5000 129
185 241
143157171 12.40 12.60 12.80 13.00

Of m/z 43.00 99.14%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #131261: Octadecanoic acid
43 57 78 I\//M

5000 129 R EREEEEEEE s mEm
12.40 12.60 12.80 13.00

m/z 57.10 88.09%

143157171

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39474: n-Decanoic acid

73
SR SN SR SULLILN UGS
129 12.40 12.60 12.80 13.00
5000 m/z 55.10 76.63%
43 5
87
0 H h bl 1l I |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50053: Undecanoic acid R B B
12.40 12.60 12.80 13.00

m/z 59.95 74 .84%

5000

85 129143

101115 186

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\BF120319\
Data File : BF118066.D

Aca On : 3 Dec 2019 17:05

Operator :© JU

Sample : K6069-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.89 3.32 ng 142166 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.47-(1-methvlethvlidene... 228 C15H1602 000080-05-7 97
2 4H-Pvrazolol5.1-cl1-1.4-benzodiaz... 213 C11H7N302 1000277-20-1 64
3 2H.8H-Benzoll.2-b:5.4-b"1dipvran... 228 C14H1203 000553-19-5 59
4 2H.8H-Benzoll.2-b:3.4-b"1dipvran... 228 C14H1203 000523-59-1 59
5 Carbamic acid, [1,1"-biphenyl]-3... 213 C13H11NO2 055030-29-0 52
Abundance Scan 1837 (12.892 min): BF118066.D (-1833) (-) m/z 213.10 100.00%
213
5000
119 228 L LA UL LN UL
41 o5 65 77 91 107 | 135 152 169181 197 | | 12.60 12.80 13.00 13.20
Y .- 0 LT Ot s S i MY WO m/z 118.95 19.97%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84556: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000 SRR SR SN B

12.60 12.80 13.00 13.20
119 228 m/z 228.10 16.60%
51 65 77 107 | 135 152 165

0L e e e o e

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71835: 4H-Pyrazolo[5,1-c]-1,4-benzodiazepine-4,10(5H)-dione

91

213
e
12.60 12.80 13.00 13.20
5000 m/z 214.10 14 .05%
119
64 76 95 146 169 185
—— e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 K
Abundance #84388: 2H,8H-Benzo[1,2-b:5,4-b]dipyran-2-one, 8,8-dimethyl- R e
213 12.60 12.80 13.00 13.20
m/z 91.00 9.34%
5000
185 228
ol 2830 51 69 92103114 128 147 157 171 | 199 | |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12. 60 12. 80 13. 00 13 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120319\
Data File : BF118066.D

Aca On : 3 Dec 2019 17:05

Operator :© JU

Sample : K6069-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Bis(2-ethylhexyl)hydrogen p... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.73 2.67 ng 114489 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bis(2-ethvlhexvl)hvdroaen phosphate 322 C16H3504P 000298-07-7 64
2 Phosphoric acid. tris(2-ethvlhex... 434 C24H5104P 000078-42-2 59
3 Phosphoric acid. trioctvl ester 434 C24H5104P 001806-54-8 47
4 Phosphoric acid. dihexvl nonvl e... 392 C21H4504P 1000308-89-2 38
5 Didodecyl phosphate 434 C24H5104P 007057-92-3 38

Abundance Scan 1979 (13.727 min): BF118066.D (-1976) (-) m/z 99.00 100.00%

Jo

5000

L 211 13.40 13.60 13.80 14.00
o S ,JJ. o | f24 1581681 7 247 28189 m/z 113.10 22.77%
m/z--> 50 100 150 200 250 300 350 400
Abundance #162577: Bis(2-ethylhexyl)hydrogen phosphate
99

. W

5000 T A T e
13. 40 13. 60 13. 80 14.00

57 m/z 57.00 15.26%

o2l Il 1, | |hos 153 181 211 203
. O L e
m/z--> 50 100 150 200 250 300 350 400
Abundance #223252: Phosphoric acid, tris(2-ethylhexyl) ester

99

13.40 13. 60 13. 80 14.00

5000 m/z 71.10 12 .46%
57
o2 L’J | 25 153 181 211 323
T L e el B amanan s B
m/z--> 50 100 150 200 250 300 350 400
Abundance #223247: Phosphoric acid, trioctyl ester T
99 13. 40 13. 60 13. 80 14. OO

m/z 55.00 9.95%

5000
57

211
29 J JLzs 153 181 323 435

o....,.... M. SN

m/z--> 50 100 150 200 250 300 350 400 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120319\
Data File : BF118066.D

Aca On : 3 Dec 2019 17:05

Operator :© JU

Sample : K6069-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Cyclopentadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.90 9.12 ng 390442 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 94
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 91
4 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
Abundance Scan 2008 (13.898 min): BF118066.D (-2005) (-) m/z 57.05 100.00%
57 83
5000 WA\WAM
R BN U
154 13.60 13.80 14.00 14.20
ol 33 1., 193,208 235 m/z 55.00 95.58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #69584: Cyclopentadecane
55
83
5000 R BN U
11 13.60 13.80 14.00 14.20
29 m/z 43.05 93.80%
. | e 20
miz--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
55 83
13.60 13.80 14.00 14.20
5000 111 m/z 83.10 90.96%
29
oL il L1135 167 106 a0 260 20s
m/z--> 50 100 150 200 250 300 350 400
Abundance #217811: Pentafluoropropionic acid, octadecy! ester R e e  EEmEmmmm
57 13.60 13.80 14.00 14.20
97 m/z 69.10 88.92%
5000
125
29
oL ‘ Ll ‘L | 198182002224 232 297 398
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120319\
Data File : BF118066.D

Aca On : 3 Dec 2019 17:05

Operator :© JU

Sample : K6069-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 2-methyloctacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.23 3.07 ng 131387 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Hexatriacontane 507 C36H74 000630-06-8 91
Abundance Scan 2064 (14.227 min): BF118066.D (-2060) (-) m/z 57.10 100.00%
g7
5000 8
141 14.00 14.20 14.40 14.60
ol b b ‘| Ly 463183, 219299 281  m/z 71.10 69.34%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 LI BULLILN UM IS B
14.00 14.20 14.40 14.60
113 m/z 43.10 63.89%
o 200 || |10, 169 197 225 267 295 365 393
m/z--> 50 100 1%0 " 200 250 300 350 '
Abundance #209566: Octacosane
57
' 14:00 14.20 14.40 14.60
5000 g5 m/z 85.10 51.30%
29
oLl i Ly 113 141 160 197 225 253 281 309 337 365 394
m/z--> 50 100 1%0 200 250 300 350 '
Abundance #141426: Heneicosane R mEE SRS S
57 14.00 14.20 14.40 14.60
m/z 55.00 26.39%
85
5000
29 113
oL L by J | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 ' 14.00 14.20 14.40 14.60

8270-BF111319.M Wed Dec 04 18:07:52 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120319\
Data File : BF118066.D

Aca On : 3 Dec 2019 17:05

Operator :© JU

Sample : K6069-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Concentration Rank 9

Peak Number 11 Heptacosane

R.T. EstConc Area

Relative to ISTD R.T.

14 .53 3.85 ng 164871

Hit# of 5 Tentative ID

Chrysene-di12

MW  MolForm

1 Heptacosane

2 Triacontane

3 2-methvloctacosane

4 Hexacosane

5 Heptacosane, 1l-chloro-

380 C27H56
422 C30H62
408 C29H60
366 C26H54
414 C27H55CI

000593-49-7 91
000638-68-6 90
1000376-72-8 90
000630-01-3 90
062016-79-9 87

Abundance Scan 2115 (14.527 min): BF118066.D (-2113) (-) m/z 57.05 100.00%
57
85
5000
113 149 14.20 14.40 14.60 14.80
169 207 249 331 380
Ol 1. D e e . N T . B m/z 71.00 69.48%
m/z--> 5 100 150 200 250 300 350 400
Abundance #202661: Heptacosane
57
5000 85 LN L L L L L LB L |
14.20 14.40 14.60 14.80
29 m/z 43.10 66 .44%
oL il ﬂ113 141,169 197 225 253 281 309 337 380
rieilpdy e o e
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
R B
14.20 14.40 14.60 14.80
5000 85 m/z 85.10 52.28%
113 941
oL2/ | [ | 47,169 197 225 253 281 309 337 365 393 422
R e R Bhira
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane T T
57 14.20 14.40 14.60 14.80
m/z 55.00 26.24%
5000 85
113
o 2, ‘ 11 | /141,169 197 225 267 295 365 393
T e e R i
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80

8270-BF111319.M Wed Dec 04 18:07:52 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120319\
Data File : BF118066.D

Aca On : 3 Dec 2019 17:05

Operator :© JU

Sample : K6069-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .84 4_.51 ng 256238 Perylene-d12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Eicosane. 2-methvl- 296 C21H44 001560-84-5 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2168 (14.839 min): BF118066.D (-2163) (-) m/z 57.05 100.00%
57
5000 85
(141 14.60 14.80 15.00 15.20
- | 1 “ ll 109 197219299 281 m/z 71.05 70.42%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LI LN B BRI B
mmmmﬁmmm
m/z 43.10 63.93%
29 | 13 44
oL LU L 20 07 225 253 298
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
" 14.60 14.80 15.00 15.20
5000 85 m/z 85.10 50.07%
29 i 13 141 160
ol b LT gt 169 107 225 253 295 323 367
m/z--> 50 100 150 200 250 300 350
Abundance #141429: Eicosane, 2-methyl- L B B A
57 14.60 14.80 15.00 15.20
m/z 55.10 23.85%
5000
85
29
0 H‘ ] | .i l‘ JJ e | 141 169 197 253 281
m/z--> 5'0 1(')0 1&1,0 2(')0 250 3(')0 351,0 14|60 14. 80 15. 00 15 20

8270-BF111319.M Wed Dec 04 18:07:53 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120319\
Data File : BF118066.D

Aca On : 3 Dec 2019 17:05

Operator :© JU

Sample : K6069-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 Hexacosane Concentration Rank 6

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

15.19 4.78 ng 271761 Perylene-d12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Hexacosane 366 C26H54 000630-01-3 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Tetratetracontane 619 C44H90 007098-22-8 91
Abundance Scan 2228 (15.192 min): BF118066.D (-2223) (-) m/z 57.05 100.00%

57
85
5000
113 14,80 15.00 15.20 15.40 15.60
141 169
0...J, ) l| Lty aPa9renese 267 m/z 71.05 73.27%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 A DA B B B

14.80 15.00 15.20 15.40 15.60
m/z 43.10 65.73%

29 113
ol |y |, 141,169 107 225 253 205 323 367
e R T e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
e
a5 14.80 15.00 15.20 15.40 15.60
5000 m/z 85.05 55.49%
29 113
oL L by J | 141 169 197 225 253 296
B e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane B B o U
57 14.80 15.00 15.20 15.40 15.60
m/z 55.05 26.30%
5000 85
113
N T 4 169 197 225 267 295 365 393
e e e e s e
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15,20 15.40 15.60

8270-BF111319.M Wed Dec 04 18:07:53 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120319\
Data File : BF118066.D

Aca On : 3 Dec 2019 17:05

Operator :© JU

Sample : K6069-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 Heptadecane, 9-octyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.03 3.68 ng 209094 Perylene-d12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Eicosane 282 C20H42 000112-95-8 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 90
Abundance Scan 2370 (16.027 min): BF118066.D (-2366) (-) m/z 57.10 100.00%
57
5000 ~/\¢Vh,ﬂnhf\wj\w\~wvﬁ,_\w\wd
5 11 ses o1 2 o 1550 16,00 1620 1640
ob——tplh m/z 71.05 77.99%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 LRI SURRUR B UL B
15.80 16.00 16,20 16.40
113 m/z 43.10 62.42%
REABEN ﬂ (141 169 197 225 267 295 365 393
m/z--> 50 100 1%0 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57
' 15:80 16.00 16,20 16.40
5000 85 m/z 85.05 56.08%
ol 38 J L) 13041 160 197 2 67 204 323 352
m/z--> 50 100 1%0 200 250 300 350
Abundance #129490: Eicosane T T T T
57 15.80 16.00 16.20 16.40
m/z 55.05 20.44%
85
5000
L7 ‘ i | J | [}t 169 197 225 53 282
m/z--> 50 100 1%0 260 250 300 350 ' 15.80 16.00 16,20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120319\
Data File : BF118066.D

Aca On : 3 Dec 2019 17:05

Operator :© JU

Sample : K6069-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 Triacontane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.56 2.63 ng 149373 Perylene-di12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2461 (16.562 min): BF118066.D (-2454) (-) m/z 57.05 100.00%
57
5000 (\’“‘%ﬂv‘“
jm 163 221253 16,20 16.40 16.60 16.80
o ”...”‘wv..”.“.”,”.w.”...”,”.w.”.“.”,“. m/z 71.05 67.07%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #219831: Triacontane
57
5000 AR B B R
mmmmmmmm
99 m/z 43.05 56.09%
ol 28] {1al] 14" 183 225 27 309 351 422
m/z--> 6 55 160 150 200 250 300 350 400 4éo 560 séo 660
Abundance #241528: Tetratetracontane
57
16.20 16.40 16.60 16.80
5000 m/z 85.05 52.93%
97
ol 26 ] |, 141 183 225 267 309 351 393 435 491 535 574 617
m/z--> 6 55 160 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance #202661: Heptacosane R R BaEEE S
57 16.20 16.40 16.60 16.80
m/z 55.00 25.06%
o W
99
ol_26) | 141 183 225 267 309 380
m/z--> c') 5'0 1(')0 1&'30 200 250 300 350 400 4&'30 5(')0 séo 6(I)O 16 20 16. 40 16. 60 16 80 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF120319\
Data File : BF118066.D

Acq On : 3 Dec 2019 17:05

Operator : JU

Sample - K6069-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.17 27.8 ng 1074490 1 6.87 774429 20.0
2-Pentanone, 4-hy... 5.09 17.2 ng 664368 1 6.87 774429 20.0
unknown6 .65 6.65 94.0 ng 3641250 1 6.87 774429 20.0
n-Hexadecanoic acid 11.94 4.6 ng 272680 4 11.42 1182910 20.0
Octadecanoic acid 12.73 2.9 ng 174156 4 11.42 1182910 20.0
Phenol, 4,4"-(1-m... 12.89 3.3 ng 142166 5 14.07 856658 20.0
Bis(2-ethylhexyl)... 13.73 2.7 ng 114489 5 14.07 856658 20.0
Cyclopentadecane 13.90 9.1 ng 390442 5 14.07 856658 20.0
2-methyloctacosane 14.23 3.1 ng 131387 5 14.07 856658 20.0
Heptacosane 14 .53 3.9 ng 164871 5 14.07 856658 20.0
Heneicosane 14.84 4.5 ng 256238 6 15.56 1136880 20.0
Hexacosane 15.19 4.8 ng 271761 6 15.56 1136880 20.0
Heptadecane, 9-oc... 16.03 3.7 ng 209094 6 15.56 1136880 20.0
Triacontane 16.56 2.6 ng 149373 6 15.56 1136880 20.0
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