LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122118\
Data File : BF111685.D

Aca On : 21 Dec 2018 14:12

Operator : JU/SJ

Sample : J6346-02

Misc :

ALS Vial : 6 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-BF121918.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 2.222 17 23 28 rvB 50149 68251 1.38% 0.153%
2 5.122 510 516 524 rBV 176525 226760 4 .60% 0.508%
3 5.522 578 584 587 rBVY 4483466 4294341 87.12% 9.618%
4 6.522 748 754 759 rBV2 4199219 4929233 100.00% 11.040%
5 6.669 774 779 782 rBVY 4721334 4561955 92.55% 10.217%

6.898 814 818 821 rBV 1349784 1231890 24.99% 2.759%
7.051 840 844 848 rBV 3706596 3529932 71.61% 7.906%
rBvV 2892286 2909021 59.02% 6.515%
8.175 1031 1035 1038 rBV 1788315 1544856 31.34% 3.460%
9.251 1213 1218 1221 rBV 5286749 4696518 95.28% 10.519%
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11 9.639 1281 1284 1287 rBV 403424 305495 6.20% 0.684%
12 9.933 1330 1334 1337 rVB 1919747 1606537 32.59% 3.598%
13 10.333 1399 1402 1406 rBV 41175 54560 1.11% 0.122%
14 10.716 1463 1467 1470 rBV 3086718 2663320 54.03% 5.965%
15 10.851 1485 1490 1495 rBV3 112650 124439 2.52% 0.279%

16 10.898 1495 1498 1501 rVvVv 198178 169128 3.43% 0.379%
17 10.933 1501 1504 1507 rvv2 208033 241605 4_.90% 0.541%
18 10.969 1507 1510 1512 rVVv 199281 186792 3.79% 0.418%
19 10.992 1512 1514 1516 rVV 141087 103719 2.10% 0.232%
20 11.033 1516 1521 1522 rVV2 89067 111300 2.26% 0.249%

21 11.080 1526 1529 1532 rVV3 176588 196310 3.98% 0.440%
22 11.116 1532 1535 1537 rVV 201248 167582 3.40% 0.375%
23 11.157 1540 1542 1546 rVB 112665 88605 1.80% 0.198%
24 11.416 1582 1586 1589 rBV 1667646 1345176 27.29% 3.013%
25 11.939 1670 1675 1680 rBV 416014 376690 7.64% 0.844%

26 12.621 1788 1791 1794 rBV 125026 126079 2.56% 0.282%
27 12.727 1805 1809 1821 rBV 194379 228673 4.64% 0.512%

28 12.851 1827 1830 1833 rVB 87805 78407 1.59% 0.176%
29 12.998 1851 1855 1858 rBV 3689376 3196125 64.84% 7.158%
30 13.139 1876 1879 1881 rBV 70908 59217 1.20% 0.133%

31 13.892 2004 2007 2015 rVvB2 157933 193282 3.92% 0.433%
32 14.051 2029 2034 2037 rBV 1355259 1305402 26.48% 2.924%
33 14.221 2060 2063 2066 rBV 59760 57043 1.16% 0.128%
34 14.527 2112 2115 2118 rBV 104073 102235 2.07% 0.229%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122118\
Data File : BF111685.D

Aca On : 21 Dec 2018 14:12

Operator : JU/SJ

Sample : J6346-02

Misc :

ALS Vial : 6 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\HPCHEM1\BNA F\METHODS\8270-BF121918_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.839 2165 2168 2173 rVB 93408 90984 1.85% 0.204%
36 14.915 2179 2181 2185 rVB 53984 57430 1.17% 0.129%

37 15.186 2223 2227 2234 rVB 122717 172533 3.50% 0.386%
38 15.527 2280 2285 2289 rBV 771886 948048 19.23% 2.123%
39 15.574 2289 2293 2297 rVB 140041 198321 4.02% 0.444%
40 16.015 2365 2368 2373 rBVY 132876 191258 3.88% 0.428%

41 16.262 2405 2410 2420 rVB 47630 127793 2.59% 0.286%
42 16.539 2452 2457 2464 rVB 176376 311449 6.32% 0.698%
43 17.145 2555 2560 2568 rVB 174543 368704 7.48% 0.826%
44 17.868 2677 2683 2693 rVB 213393 544669 11.05% 1.220%
45 18.721 2821 2828 2840 rVB2 192047 557241 11.30% 1.248%

Sum of corrected areas: 44648908
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122118\
Data File : BF111685.D

Aca On : 21 Dec 2018 14:12

Operator : JU/SJ

Sample : J6346-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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: BF111685.D

5000000 6.67

5.52
6.52

4000000 7.05

3000000 7.45

2000000

1000000

5.12

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: BF111685.D

5000000

4000000 13.00

10.72
3000000

9.93
2000000 8.17 11.42

1000000
11.94

‘k 12&%@5.85 13.14
ot A

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: BF111685.D

5000000

4000000
3000000

2000000
14.05

15.53

1000000
13.89 1453 14842 15.19 57 16.02 16.54 17.14 17.87 18.72
14.22 16.26 : ; 7

e S —————— .= L

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\HPCHEMI\BNA F\DATA\BF122118\
Data File : BF111685.D

Aca On : 21 Dec 2018 14:12

Operator : JU/SJ

Sample : J6346-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9

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

5.12 3.68 ng 226760 1,4-Dichlorobenzene-d4 6.90
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 28
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 17
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 516 (5.122 min): BF111685.D (-510) (-) m/z 43.00 100.00%
43.0
59.1
5000
| o O T 5ho 520 sao
SR 1 MBS 1| AN S S - m/z 59.10 54.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L LR IR IR
59.0 480 500 520 540
m/z 101.10 15.73%
”I""I"'iﬁ:?'“ﬂl"'I"JI""I'"'??:9'I"}?:.?'I""I""I"'W""I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8346: 2-Hexanol, 2-methyl-
54.0
480 500 520 540
5000 m/z 58.00 14 _.42%
410 101.0
150 270 )| | 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 B e REARE
54.0 480 500 520 5.40
m/z 41.10 8.56%
5000 41.0
rreergrererAbe e B0 e 4280 1420,
m/z--> 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\BF122118\
Data File : BF111685.D

Aca On : 21 Dec 2018 14:12

Operator : JU/SJ

Sample : J6346-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 unknown6.67 Concentration Rank 1

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

6.67 74.06 ng 4561960 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
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 779 (6.669 min): BF111685.D (-774) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 IREBE ARSI S
40.1 549 J 6.40 6.60 6.80 7.00
M.'P}-?. T .1 m/z 68.10 41.23%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 S LA SRS RS S
6.40 6.60 6.80 7.00
33.0 105.0 m/z 134.00 33.72%
"J' |I§%O'|'73?'“8§P"||Jh' L AL B WL B
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 Tk 5k ok 7h0
5000 9go 1160 m/z 66.10 27 .48%
——r ||||‘|‘|‘|‘||‘|‘M|||“|||H“||‘|“|||“‘|||||15|8|.0|||||:!-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R AR R
132.0 6.40 6.60 6.80 7.00
m/z 69.10 17.07%
5000 67.0
41.0 97.0
‘ ‘ 117.0
....“..5}10“ Hflo ....“..H. N AN B E ma
m/z--> 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\BF122118\
Data File : BF111685.D

Aca On : 21 Dec 2018 14:12

Operator : JU/SJ

Sample : J6346-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 4 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.90 2.51 ng 169128 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 78
2 Hexestrol 270 C18H2202 000084-16-2 72
3 Methanol. (cvclohexvIl)(2.3-dimet... 218 C15H220 349498-47-1 72
4 Pentanoic acid. 5-hvdroxyv-. p-t-... 250 C15H2203 166273-37-6 64
5 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 64

Abundance Scan 1498 (10.898 min): BF111685.D (-1495) (-) m/z 135.10 100.00%

13b.1
5000

107.1 ------------------
411
el 220.2 329.8 1060 10,80 11.00 11.20

...,....,h....,....,..-..,.I...,l... e || m/z 107.100 16.10%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #66118: Phenol, 4-(1,1,3,3-tetramethylbutyl)-
135.0

5000 R RN R o
10 60 1080 11. 00 11. 20

m/z 41.10 9.28%

41.0 107.0
N AR B S B o L and
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #119449: Hexestrol
135.0
LM man i S S
10.60 10.80 11.00 11.20
5000 m/z 136.10 9.27%
107.0
410 77.0 || 165.0 2120 270.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #75909: Methanol, (cyclohexyl)(2,3-dimethylphenyl)-
135.0 10.60 10.80 11.00 11.20
m/z 121.10 6.26%
5000
107.0
55.0 | ‘ 218.0
ST G -1, A O G SEPN {V.LACLAL L WPNN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122118\
Data File : BF111685.D

Aca On : 21 Dec 2018 14:12

Operator : JU/SJ

Sample : J6346-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Phenol, p-tert-butyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.97 2.78 ng 186792 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. p-tert-butvl- 150 C10H140 000098-54-4 64
2 Phenol. 4-(l1.1-dimethvlpropvl)- 164 C11H160 000080-46-6 50
3 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 47
4 Hexestrol 270 C18H2202 005635-50-7 47
5 1,4-Benzenediamine, N-(l1-methylh... 220 C14H24N2 039563-50-3 38
Abundance Scan 1510 (10.969 min): BF111685.D (-1507) (-) m/z 135.10 100.00%
136.1
5000 107.1
411 L 770 a0l 2202 10.60 10.80 11.00 11.20
- e MMM m/z 149.05 47.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23714: Phenol, p-tert-butyl-
135.0
5000
107.0 10.60 10.80 11.00 11.20
41.0 m/z 121.10 46.53%
77.0
"w'”'w"'%q“'w"dw"'w"' I B SR S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33623: Phenol, 4-(1,1-dimethylpropyl)-
135.0
10.60 10.80 11.00 11.20
5000 107.0 m/z 107 .05 44 _74%
164.0
'y§?"'?$9'§%q'7??"J'I""I'”ll"“'l"" [rrrr Ty
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23711: Phenol, m-tert-butyl-
135.0 10.60 10.80 11.00 11.20
m/z 41.10 13.32%
5000
107.0
15,0 ‘\ EX 1520
m/z--> 20 40 60 80 1(')0 120 140 160 180 200 220 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122118\
Data File : BF111685.D

Aca On : 21 Dec 2018 14:12

Operator : JU/SJ

Sample : J6346-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Acetamide, N-(3-methylphenyl)- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
11.08 2.92 ng 196310 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. N-(3-methvlphenvl)- 149 C9H11NO 000537-92-8 64
2 5H-Pvrrolo(3.2-d)pvrimidine-2.4-... 149 C6H7N5 1000244-21-4 59
3 Benzene. l-ethoxv-4-ethvl- 150 C10H140 001585-06-4 41
4 Phenol. 2-methvl-4-(1.1.3.3-tetr... 220 C15H240 002219-84-3 38
5 7-Methylthieno[3,2-b]pyridine 149 C8H7NS 013362-83-9 27

Abundance Scan 1529 (11.080 min): BF111685.D (-1526) (-) m/z 149.05 100.00%
107.1 149.1
5000
5.0 771 | 10.80 11.00 11.20 11.40
13110 177.1 : : :
s el iR LT 22020 707,10 84.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23637: Acetamide, N-(3-methylphenyl)-
107.0 Wd
5000 149.0
10.80 11.00 11.20 11.40
43.0 m/z 121.10 49 _.85%
77.0
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23475: 5H-Pyrrolo(3,2-d)pyrimidine-2,4-diamine
149.0
1080 11.00 11.20 1140
5000 m/z 163.05 27 .81%
107.0
53.0 132.0
"W%%Q'””N'I'”ﬁ%?'”IN'”f"'W""P"'I”"I”"I”
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23728: Benzene, 1-ethoxy-4-ethyl-
107.0 10.80 11.00 11.20 11.40
m/z 55.05 14 .23%
5000 150.0
77.0
27.0
'"Pw"“ﬁﬁqlm"M"“'Pl"NEQEQ'””I"'W""P"'I” RN SUNIL SRR SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122118\
Data File : BF111685.D

Aca On : 21 Dec 2018 14:12

Operator : JU/SJ

Sample : J6346-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Phenol, m-tert-butyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.12 2.49 ng 167582 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 78
2 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 72
3 Hexestrol. O-trifluoroacetvl- 366 C20H21F303 1000365-31-7 72
4 Phenol. 2-methvl-5-(1-methvlethvIl)- 150 C10H140 000499-75-2 72
5 Pentanoic acid, 5-hydroxy-, p-t-... 250 C15H2203 166273-37-6 64
Abundance Scan 1536 (11.122 min): BF111685.D (-1532) (-) m/z 135.10 100.00%
135.1
5000
107.1
41.0 770 10.80 11.00 11.20 11.40
B L P O L m/z 107.05 14.96%
m/z--> 50 100 150 200 250 300 350
Abundance #23717: Phenol, m-tert-butyl-
135.0
5000
107.0 10.80 11.00 11.20 11.40
410 ' m/z 136.10 9.49%
Y 77.0
“'ti'“h ﬂl'“'L UL UL UL WL B
m/z--> 50 100 150 200 250 300 350
Abundance #66119: Phenol, 4-(1,1,3,3-tetramethylbutyl)-
135.0
10.80 11.00 11.20 11.40
5000 m/z 41.05 7.32%
200 %10 10 | 47502060
UL L UL UL UL SR UL U
m/z--> 50 100 150 200 250 300 350
Abundance #194165: Hexestrol, O-trifluoroacetyl- I e A RAREmEEs
135.0 10.80 11.00 11.20 11.40
m/z 91.10 4_47%
5000 107.0
41.069.0 | 165.0 203.0231.0 295.0  337.0366.0
m/z--> 50 100 150 200 250 300 350 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122118\
Data File : BF111685.D

Aca On : 21 Dec 2018 14:12

Operator : JU/SJ

Sample : J6346-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.94 5.60 ng 376690 Phenanthrene-d10 11.42
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 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 55
Abundance Scan 1675 (11.939 min): BF111685.D (-1670) (-) m/z 43.05 100.00%
430 730
5000 129.1
97.0 213.2 T T
157.1 185.2 256.3 11.60 11.80 12.00 12.20
e m/z 73.00 98.08%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
410
5000 129.0 L B SN UL SUUR

11.60 11.80 12.00 12.20
60 | M/z 59.95 86.09%

157.0 1850 213.0

‘J‘u 83.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
T T e
43.0 11.60 11.80 12.00 12.20
5000 129.0 m/z 41.10 82.17%

e I‘I‘I\I S ERmERE :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 L

Abundance #84455; Tetradecanoic acid R LS A
73.0 11.60 11.80 12.00 12.20
m/z 55.10 76.82%
soo0] 30 129.0
185.0
97.0 228.0
O E.
,....,‘.‘...,.‘:‘,‘l...‘”..‘.. M i vt NS SNSTSNS S e A
m/z--> 20 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\BF122118\
Data File : BF111685.D

Aca On : 21 Dec 2018 14:12

Operator : JU/SJ

Sample : J6346-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

12.73 3.40 ng 228673 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 83
5 Tetradecanoic acid 228 C14H2802 000544-63-8 74

Abundance Scan 1809 (12.727 min): BF111685.D (-1805) (-) m/z 43.10 100.00%

431 730

5000

3

185.1 241.2

12.40 12.60 12.80 13.00
m/z 73.00 83.28%

m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
43.0

5

129.0 TR
12.40 12.60 12.80 13.00

185.0 2410 2840 m/z 55.05  73.48%

157.0, | 2130, | |

m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid

5000

D
o
o

12.40 12.60 12.80 13.00
5000 129.0 m/z 59.95 73.15%

157 0185 02130 256.0
“ {MI“ h il 'tl — I{I ll I{ “

L Illl IIIIIIIIIIIII

I
m/z--> 50 100 150 200 250 300 350

Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester

43.0 12.40 12.60 12.80 13.00

m/z 57.05 71.72%
73.0
129.0
185.0
213.0241.0

A \“T 0 | 0B | sy grpg el W

m/z--> 50 150 200 250 300 350 12. 40 12. 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122118\
Data File : BF111685.D

Aca On : 21 Dec 2018 14:12

Operator : JU/SJ

Sample : J6346-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 9-Tricosene, (2)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.89 2.96 ng 193282 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Tricosene. (2)- 322 C23H46 027519-02-4 96
2 Cvcloeicosane 280 C20H40 000296-56-0 96
3 Cvclooctadecane. ethvl- 280 C20H40 1000151-22-5 95
4 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 93

Abundance Scan 2007 (13.892 min): BF111685.D (-2004) (-) m/z 57.10 100.00%

57.1

5000

=

13.60 13.80 14.00 14.20
m/z 55.10 96.42%

139.1 168.2192.1

240.9 269.0 302.0 332.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #163018: 9-Tricosene, (2)-
55

s

13.I60 13.I80 14.I00 14!20
m/z 43.10 86.79%

5000

322.0
153.0 182.0 210.0 238.0 266.0 294.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #127768: Cycloeicosane

-

83.0 LINLENLE BNLIL L LI L LN LI
13.60 13.80 14.00 14.20

5000 m/z 69.10 72._.74%

29.0
|

g

‘ 139.0 168.0 196.0 224.0 252.0 280.0
P
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #127775: Cyclooctadecane, ethyl- AR EEREE L
55.0 83.0 13.60 13.80 14.00 14.20
m/z 83.05 72.24%
5000
29.0 251.0
Ll 139.0 167.0 195.0 222.0 280.0
et R R R Ea B
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

8270-BF121918.M Mon Dec 24 12:43:48 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122118\
Data File : BF111685.D

Aca On : 21 Dec 2018 14:12

Operator : JU/SJ

Sample : J6346-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Heptacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.19 3.64 ng 172533 Perylene-d12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 93
2 Octadecane 254 C18H38 000593-45-3 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 7-Methvl-octadecane 268 C19H40 1000192-63-3 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2228 (15.192 min): BF111685.D (-2223) (-) m/z 57.10 100.00%
57.1
5000
| s 14.80 15.00 15.20 15.40 15.60
1 168.1 206.2 2442 .0329.1 365.1 - - - - -
bbb L seg 190, 2062 2402, 20603201 3651 | A5 10 60, 71%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0
5000 R PR SRR LI B
14.80 15.00 15.20 15.40 15.60
m/z 71.10 60.71%
27,0| . ‘ “ L 141. 0. 183 0 2250 267.0 309.0 351.0380.0
m/z--> 50 100 15 200 250 300 350
Abundance #105885: Octadecane
57.0
14.80 15.00 15.20 15.40 15.60
5000 m/z 85.10 44 57%
99.0
2no |||’|‘l 1410 1830 2250254.0
m/z--> 50 100 1éo 200 2éo 300 350
Abundance #185533: Pentacosane A B E e
57.0 14.80 15.00 15.20 15.40 15.60
m/z 55.00 30.30%
5000

27,0 l lt\.l 1410 1830 2250 267.0 309.0 352.0

m/z--> 50 100 150 200 250 300 350 14. 80 15. 00 15 20 15. 40 15. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122118\
Data File : BF111685.D

Aca On : 21 Dec 2018 14:12

Operator : JU/SJ

Sample : J6346-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 8
R.T. EstConc Area Relative to ISTD R.T.
16.02 4.03 ng 191258 Perylene-di12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Tricosane. 2-methvl- 338 C24H50 001928-30-9 86
5 10-Methylnonadecane 282 C20H42 056862-62-5 86
Abundance Scan 2369 (16.021 min): BF111685.D (-2365) (-) m/z 57.10 100.00%
51.1
5000
¥ 990 "' 15.80 16.00 16.20 16.40
411 . ) . )
ol | DALy £, 1t zme2ds275 3111 3502 | e s o
m/z--> 50 100 150 200 250 300 350
Abundance #117637: Nonadecane
57.0
5000 LRI UL UL SR I
15. 80 16 00 16. 20 16. 40
m/z 71.10 67.86%
27,0 j | J ) ;410 1330 268.0
m/z--> 55 100 150 200 250 360 3éo
Abundance #194493: Hexacosane
57.0
"' 15.80 16.00 16.20 16.40
5000 m/z 85.10 51.30%
99.0
L |_|‘; | , 1410 1830 2050 267.0 309.0 _ 367.0
m/z--> 55 160 1%0 200 250 300 3éo
Abundance #209566: Octacosane A B B s TR
57.0 15.80 16.00 16.20 16.40
m/z 55.10 22.18%
5000
99.0
27,0 ] Ly 1410 183.0 225.0 281.0 337.0 394.0

m/z--> 50 100 150 200 250 300 350 15. 80 16 00 16. 20 16. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122118\
Data File : BF111685.D

Aca On : 21 Dec 2018 14:12

Operator : JU/SJ

Sample : J6346-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 unknownl6.26 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.26 2.70 ng 127793 Perylene-di12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Benzenedicarboxvlic acid. di... 222 C12H1404 000636-09-9 30
2 5-Amino-1.4-dihvdro-auinoxaline-... 177 C8H7N302 076097-87-5 22
3 1H-Pvrazole-3-carboxamide. N-T4-... 271 C11H8F3N302 1000351-30-3 22
4 1H-1.3-Benzimidazole. 2-IT2-T2-m... 340 C19H20N202S 1000362-48-8 22
5 Phenanthrene, 2-dodecyltetradeca... 360 C26H48 055334-22-0 15
Abundance Scan 2410 (16.262 min): BF111685.D (-2405) (-) m/z 95.10 100.00%
55.0 949.1 177.1
5000 215.1
11 271.1300.0 335 9 373.3
16.00 16.20 16.40 16.60
m/z 67.00 95.36%
m/z--> 50 100 150 200 250 300 350
Abundance #78829: 1,4-Benzenedicarboxylic acid, diethyl ester
177.0
5000 L B BRI B AU
16. oo 16 20 16.40 16.60
29.0 \ 104.0 222.0 m/z 55.05 94 _.74Y%
Ll s e
m/z--> 100 1 200 250 300 350
Abundance #43476: 5-Amino-1,4-dihydro-quinoxaline-2,3-dione
177.0
' 16.00 16.20 16.40 16.60
m/z 177.10 88.97Y%
5000 94.0 0
39.0 148.0
."Mi““.‘“."%.ill...J.‘............l....l....
m/z--> 50 100 150 200 250 300 350
Abundance #119759: 1H-Pyrazole-3-carboxamide, N-[4-(trifluoromethoxy... B EERR Bam e L
95.0 16.00 16.20 16.40 16.60
m/z 149.05 79.45%
5000
177.0 271.0
39.0
ﬂ{ I R 2150 |
m/z--> 160 150 200 250 360 3éo 1600 1620 1640 16%0
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122118\
Data File : BF111685.D

Aca On : 21 Dec 2018 14:12

Operator : JU/SJ

Sample : J6346-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Dodecane, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

16.54 6.57 ng 311449 Perylene-d12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2-methvl- 184 C13H28 001560-97-0 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Heptacosane 380 C27H56 000593-49-7 87
5 Octadecane 254 C18H38 000593-45-3 87

Abundance Scan 2457 (16.539 min): BF111685.D (-2452) (-) m/z 57.10 100.00%

57.1

%

5000
991 16.20 16.40 16.60 16.80
141.2 210.1 252.1 295.2 337.3 : ' : :
....|,....1|1 Co 12101 2521 2952 8373 4012 hzu 71.10  63.97%
m/z--> 50 100 150 200 250 300 350 400
Abundance #48854: Dodecane, 2-methyl-
I

16.20 16.40 16.60 16.80
m/z 43.10 62.83%

5000

m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
R REE s
16.20 16.40 16.60 16.80
5000 m/z 85.10 44 .58%
99 0
26,0 ‘ | , 141.0 183 0 2250 281.0 337.0 394.0
e L e o T L B o e o o e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #94345: Heptadecane AL B B e e S e
57.0 16.20 16.40 16.60 16.80
m/z 41.10 19.16%
- 4Mmhwf\uwwww]kKNvaﬁﬂukap
99.0
m/z--> 50 100 150 200 250 300 350 400 16 20 16. 40 16 60 16. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122118\
Data File : BF111685.D

Aca On : 21 Dec 2018 14:12

Operator : JU/SJ

Sample : J6346-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 17 Hentriacontane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.87 11.49 ng 544669 Perylene-d12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Hexatriacontane 507 C36H74 000630-06-8 87
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Heneicosane 296 C21H44 000629-94-7 83

Abundance Scan 2683 (17.868 min): BF111685.D (-2677) (-) m/z 57.10 100.00%

5000

9.1 LIS L L L L L L L

411~ 207.0245.9 301.1 356.1 o /217'6(2;7'810018'00618'238%

o
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #223852: Hentriacontane
57.0
5000 LINLENLEN LI L L L LN L LI
17.60 17.80 18.00 18.20
9.0 m/z 71.10 58.77%
| 4 }41-0183.0225.0267.0309.0350.0  437.0
et e e e e e e e e T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #202661: Heptacosane
57.0
T T T
17.60 17.80 18.00 18.20
5000 m/z 85.10 45 _.70%
9.0
154 | | |}, 141.0183.0225.0267.0309.0  380.0
L B B e e s e AR m e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane e R B E RS
17.60 17.80 18.00 18.20
m/z 55.10 22.02%
5000

:

141.0183.0225.0 281.0323.0 379.0421.0463.0 506.0
L e EMLELELE m i e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 17.60 17.80 18.00 18.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF122118\
Data File : BF111685.D

Acq On : 21 Dec 2018 14:12

Operator : JU/SJ

Sample - J6346-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918_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]
2-Pentanone, 4-hy... 5.12 3.7 ng 226760 1 6.90 1231890 20.0
unknown6 .67 6.67 74.1 ng 4561960 1 6.90 1231890 20.0
Phenol, 4-(1,1,3,... 10.90 2.5 ng 169128 4 11.42 1345180 20.0
Phenol, p-tert-bu... 10.97 2.8 ng 186792 4 11.42 1345180 20.0
Acetamide, N-(3-m... 11.08 2.9 ng 196310 4 11.42 1345180 20.0
Phenol, m-tert-bu... 11.12 2.5 ng 167582 4 11.42 1345180 20.0
n-Hexadecanoic acid 11.94 5.6 ng 376690 4 11.42 1345180 20.0
Octadecanoic acid 12.73 3.4 ng 228673 4 11.42 1345180 20.0
9-Tricosene, (2)- 13.89 3.0 ng 193282 5 14.05 1305400 20.0
Heptacosane 15.19 3.6 ng 172533 6 15.53 948048 20.0
Nonadecane 16.02 4.0 ng 191258 6 15.53 948048 20.0
unknownl16.26 16.26 2.7 ng 127793 6 15.53 948048 20.0
Dodecane, 2-methyl- 16.54 6.6 ng 311449 6 15.53 948048 20.0
Hentriacontane 17.87 11.5 ng 544669 6 15.53 948048 20.0
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