LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110105.D

Aca On : 24 Oct 2018 10:46

Operator : JU/SJ

Sample : J5622-01

Misc :

ALS Vial : 4 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-BF102318.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 2.322 31 40 51 rvB 559572 756765 14.51% 1.509%
2 4.116 341 345 352 rVB 54863 68713 1.32% 0.137%
3 5.216 527 532 541 rVB 174489 247645 4_.75% 0.494%
4 5.592 590 596 599 rBVY 4246786 4458736 85.46% 8.892%
5 6.592 759 766 770 rBV2 3870245 5217139 100.00% 10.404%
6 6.734 785 790 793 rBVY 4550741 4644418 89.02% 9.262%
7 6.963 825 829 833 rVB 1277114 1003718 19.24% 2.002%
8 7.122 851 856 859 rBVY 4102017 3499129 67.07% 6.978%
9 7.351 889 895 905 rBV 38472 52237 1.00% 0.104%
10 7.528 919 925 928 rBVY 2922925 2927356 56.11% 5.838%

11 8.245 1043 1047 1052 rBV 1514551 1253687 24.03% 2.500%
12 9.322 1225 1230 1233 rBV 5293430 4992729 95.70% 9.957%

13 9.351 1233 1235 1239 rVB2 69632 63516 1.22% 0.127%
14 9.392 1239 1242 1245 rBV2 75543 90907 1.74% 0.181%
15 9.663 1285 1288 1291 rBV 82713 70608 1.35% 0.141%

16 9.710 1293 1296 1299 rBV 864278 726805 13.93% 1.449%
17 9.869 1319 1323 1325 rBVv2 131988 144467 2.77% 0.288%
18 9.916 1328 1331 1334 rVB2 210242 205737 3.94% 0.410%
19 9.957 1335 1338 1340 rBV3 53779 67769 1.30% 0.135%
20 10.004 1340 1346 1349 rVV3 1601550 1622974 31.11% 3.237%

21 10.104 1360 1363 1367 rBV5 47473 93192 1.79% 0.186%
22 10.245 1385 1387 1391 rBv4 55696 66058 1.27% 0.132%
23 10.322 1397 1400 1401 rBV2 101317 101917 1.95% 0.203%
24 10.410 1412 1415 1419 rBV4 240096 244722 4.69% 0.488%
25 10.645 1451 1455 1460 rBV 202830 275700 5.28% 0.550%

26 10.798 1477 1481 1484 rBV 2815178 2755746 52.82% 5.496%
27 10.910 1496 1500 1503 rBV 543370 546515 10.48% 1.090%
28 11.374 1576 1579 1586 rVB 418036 492641 9.44% 0.982%
29 11.498 1596 1600 1603 rBV 1486248 1371519 26.29% 2.735%
30 11.727 1636 1639 1642 rBV3 168785 203658 3.90% 0.406%

31 12.004 1684 1686 1689 rBV2 146323 134741 2.58% 0.269%
32 13.086 1866 1870 1873 rVB 3733211 3502658 67.14% 6.985%
33 13.639 1961 1964 1970 rVB3 86482 94906 1.82% 0.189%
34 13.968 2017 2020 2023 rBV 116618 113748 2.18% 0.227%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110105.D

Aca On : 24 Oct 2018 10:46

Operator : JU/SJ

Sample : J5622-01

Misc :

ALS Vial : 4 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

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.998 2023 2025 2032 rVB 96373 109371 2.10% 0.218%

36 14.139 2046 2049 2053 rVB 894144 859373 16.47% 1.714%
37 14.286 2070 2074 2077 rBV 248021 227989 4._.37% 0.455%
38 14.598 2122 2127 2130 rBV 515869 505233 9.68% 1.008%
39 14.915 2176 2181 2186 rBV 933046 975603 18.70% 1.946%
40 15.274 2236 2242 2247 rVB 987709 1266508 24.28% 2.526%

41 15.674 2303 2310 2319 rBV2 1506119 2265310 43.42% 4.518%
42 16.133 2381 2388 2405 rBVY 604516 1022610 19.60% 2.039%
43 16.668 2472 2479 2488 rBVY 276710 498900 9.56% 0.995%
44 17.303 2580 2587 2599 rVB 89199 207916 3.99% 0.415%
45 18.045 2708 2713 2725 rVB4 36180 93529 1.79% 0.187%

Sum of corrected areas: 50145118
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110105.D

Aca On : 24 Oct 2018 10:46

Operator : JU/SJ

Sample : J5622-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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: BF110105.D

5000000
6.73

5.59
4000000 6.59

7.12

3000000 7.53

2000000

6.96
1000000

5.22

ob J\ 4.12

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: BF110105.D

5000000

T T T T I IL T T T I T T T T I T T T T I T T T T I T T

13.09
4000000

10.80
3000000
11.50

2000000 10.00
8.25

1000000 11.73 12,00

10.41 10.65
053

-

L R B e E e et
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: BF110105.D
5000000

4000000

3000000

2000000
15.67

14.92 15.27

1000000
14.60 16.13

14.29 16.67
64 1L
. 18,64 1800 : 17.30 18.04
e e e e e e
Time-->  13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 1850
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110105.D

Aca On : 24 Oct 2018 10:46

Operator : JU/SJ

Sample : J5622-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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.

2.32 15.08 ng 756765 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 22
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 40 (2.322 min): BF110105.D (-31) (-) m/z 73.10 100.00%

73
5000 43
55 87

220 240 260

Obrrrrerree Sl 88 L e m/Zz 43.05  40.30%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
78
5000 L N LI LA |
43 220 240 260
55 87 m/z 55.00 28.50%
29
0 W35 1] 67 1] 80
B LA o o o o R e S N S Rman
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73 ‘\
87 — T
220 2.40 2.60
5000 55 m/z 87.10 25.84%
J ‘79 .97 112 129
0.,....,....,....,....,... e R LB ERRE =
m/z--> 20 50 70 80 90 100 110 120 130
Abundance #2051. 1,3-Dioxolane, 2-methyl- —
78 220 240 260

m/z 41.00 13.43%

5000 43
58
29 ﬁ7
L

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 240 260

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110105.D

Aca On : 24 Oct 2018 10:46

Operator : JU/SJ

Sample : J5622-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 11

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

5.22 4.93 ng 247645 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 533 (5.222 min): BF110105.D (-527) (-) m/z 43.00 100.00%
43
59
5000
101
53 83 | 480 5.00 5.20 5.40 5.60
R e o o N S R R e m/z 59.00 57.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 S R UL SRR
480 5.00 5.20 5.40 5.60
m/z 101.00 18.68%
o 25 3 37 , 83 g3 M1
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43
480 500 520 540 5.60
5000 m/z 58.00 16.01%
101
o 15 253137 || 5 %8 g9 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4—methy|— | NLELELELE LN NI N BN
43 480 5.00 5.20 5.40 5.60
m/z 41.05 7.76%
5000
101
15 97 71
0 | 10,33 1l 49 ¥ 62 | 77 86 ‘
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110105.D

Aca On : 24 Oct 2018 10:46

Operator : JU/SJ

Sample : J5622-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 unknown6.73 Concentration Rank 1

R.T. EstConc Relative to ISTD

4644420 1,4-Dichlorobenzene-d4

MW  MolForm

1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10

2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9

5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 789 (6.728 min): BF110105.D (-785) (-) m/z 132.00 100.00%
132
5000 68
% R REEREEE R
40 54 8 06 6.40 6.60 6.80 7.00
o T m/z 68.10 42 .62%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74
116
5000 08 R e e EEEREEmm
6.40 6.60 6.80 7.00
m/z 134.00 31.21%
0 158 189
- IIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132
R REEEEEEEEE RSy
117 6.40 6.60 6.80 7.00
5000 m/z 66.00 26.99%
39 91
27 7] 51 es 77 ‘ 105 ‘ |
0...,.h..f.ﬂh,m..ﬁj.u:wwh.l\.w‘.,”..,....,..”
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14079: Benzene, 1-ethenyl-3,5-dimethyl- R EEE EEam T S
132 6.40 6.60 6.80 7.00
117 m/z 69.10 16.97%
5000
39 51 65 77 105 ‘ ‘
N VR N N Y SMBMBNED & N A
m/z--> 20 40 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\BF102418\
Data File : BF110105.D

Aca On : 24 Oct 2018 10:46

Operator : JU/SJ

Sample : J5622-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Decahydro-4,4,8,9,10-pentam... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.92 2.54 ng 205737 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 86
2 Silane. chlorodiethvl(2-methvlpe... 222 C10H23CI0Si 1000363-79-1 38
3 Silane. chlorodiethvlhexvloxv- 222 C10H23CIOSi 1000363-74-4 38
4 1-(p-Fluorophenvl)-4-piperidone 193 C11H12FNO 1000238-56-7 38
5 6-Octen-1-ol, 3,7-dimethyl-, for... 184 C11H2002 000105-85-1 14
Abundance Scan 1332 (9.922 min): BF110105.D (-1328) (-) m/z 57.10 100.00%

193
5000
159
109 L I e e e
123 137 208 9.60 9.80 10.00 10.20
0 m/z 43.10 80.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67964: Decahydro-4,4,8,9,10-pentamethyInaphthalene
193
123
5000 69 95 109 R
55 83 137 9.60 9.80 10.00 10.20
1 208 m/z 71.10 53.24%
. | 165 179 |
A IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #78628: Silane, chlorodiethyl(2-methylpent-3- onxy)
109 193
123 IIIIIIIIIIIIIIIIIIIIIII
9.60 9.80 10.00 10.20
5000 a3 m/z 193.15 52.85%
151
43 55 70 5
S I S -
m/z--> 20 60 80 100 120 140 160 180 200 220
Abundance #78622: Silane, chlorodiethylhexyloxy- R e L B LR AR m et
193 9.60 9.80 10.00 10.20
83 109 m/z 85.10 41 .38%
5000
123
55 5
M2 20 =S N e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.60 9. 80 10. 00 10 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110105.D

Aca On : 24 Oct 2018 10:46

Operator : JU/SJ

Sample : J5622-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 unknownl10.41 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.41 3.02 ng 244722 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. 1.5.5-trimethvl-6-a... 180 C12H200 211563-96-1 47
2 Ethanone. 1-I3-I2-methvl-2-(5-me... 222 C13H1803 080114-28-9 43
3 trans-2-(l1-HvdroxvcvclohexvD)-furan 166 C10H1402 115754-87-5 38
1-(1-Ethvl-2.3-dimethvl-cvclopen... 166 C11H180 1000185-18-6 38
5 Levodopa 197 C9H11NO4 000059-92-7 35
Abundance Scan 1415 (10.410 min): BF110105.D (-1412) (-) m/z 123.10 100.00%
5000 4 55 69 o5 109
i 137 207 AN BN SN S
149 14 184 222 10.00 10.20 10.40 10.60 10.80
0! m/z 109.10 39.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45636: Cyclohexene, 1,5,5-trimethyl-6-acetylmethy!-
123
43
5000 U B IR BN
95 10100 10,20 10,40 10.60 10.80
55 g7 81 109 165 m/z 69.10 38.30%
o4 i ||||II I||.| ||JI|I |||| II:|||: 'II I.I .133?..1?2., I|.I I:II'8O” R e
m/z--> 20 40 100 120 140 160 180 200 220
Abundance #79081. Ethanone, 1-[3-[2-methyl-2-(5-methyl-2-furanyl)pro...
123
10.00 10.20 10.40 10.60 10.80
5000 23 m/z 41.05 36.27%
222
ol 27 | 5 67 79 95107 | 135 149 164 179 |
m/z--> 20 40 65 86 100 120 140 160 180 200 220
Abundance #34868: trans-2-(1-Hydroxycyclohexyl)-furan L A
123 10100 1020 10,40 10.60 10.80
m/z 55.00 36.11%
- i MW\KJ
39 110
55
BEAREEE
[0 M— \”” .‘...‘ e e | E— ”\” S N— T S— — S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10,00 10,20 10,40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110105.D

Aca On : 24 Oct 2018 10:46

Operator : JU/SJ

Sample : J5622-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Heptacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.65 3.40 ng 275700 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 78
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 74
4 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 64
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 64
Abundance Scan 1456 (10.651 min): BF110105.D (-1451) (-) m/z 57.10 100.00%
g7
‘ 113 141 10,40 10.60 10.80 11.00
185 ) ) . .
N .-'.h, lpa i d0pru 2286 | "m/z 71.10 70.56%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
g7
5000 U AR DU SN B
85 10.40 10.60 10.80 11.00
m/z 43.05 68 .57%
o 29| | 4118 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57
10,40 1060 10.80 11.00
5000 m/z 85.10 39.92%
85
2 113
ol Ly 7T 14 188 911 239
m/z--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- I R EEREE B e
57 10.40 10.60 10.80 11.00
m/z 41.10 28 .40%
5000 85
0 L ’ I | ‘J1}3 141 183 211 239 267 296
m/z--> 50 100 150 200 250 300 350 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110105.D

Aca On : 24 Oct 2018 10:46

Operator : JU/SJ

Sample : J5622-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Tridecane, 3-ethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.91 7.97 ng 546515 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 3-ethvl- 212 C15H32 013286-73-2 81
2 Decane. 2-methvl- 156 C11H24 006975-98-0 76
3 Heptacosane 380 C27H56 000593-49-7 64
4 Octane. 3.5-dimethvl- 142 C10H22 015869-93-9 62
5 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 60
Abundance Scan 1500 (10.910 min): BF110105.D (-1496) (-) m/z 57.10 100.00%
g7
5000
85
113 183 RN BN B
10.60 10.80 11.00 11.20
141
I R WP - .l.%o?. 2 m/z 71.10 68.96%
m/z--> 50 100 150 200 250 300 350
Abundance #71397: Tridecane, 3-ethyl-
a3
71
5000 USRI BUNLE B
10.60 10.80 11.00 11.20
1 183 m/z 43.10 52.90%
m/z--> 50 100 150 200 250 300 350
Abundance #28432: Decane, 2-methyl-
43
10.60 10.80 11.00 11.20
5000 71 m/z 85.10 29.57%
| ' | U8,
0""'l'“'"‘l""'l" UL UL S UL SRR
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane I e EERREEEE S
57 10.60 10.80 11.00 11.20
m/z 41.10 22.97%
5000
85
o 290 /113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 10,60 10.80 11.00 11.20

8270-BF102318.M Thu Oct 25 14:09:59 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110105.D

Aca On : 24 Oct 2018 10:46

Operator : JU/SJ

Sample : J5622-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.37 7.18 ng 492641 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 86
2 Heptacosane 380 C27H56 000593-49-7 78
3 Nonane. 3.7-dimethvl- 156 C11H24 017302-32-8 68
4 Dodecane. l-iodo- 296 C12H251 004292-19-7 59
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 59
Abundance Scan 1578 (11.368 min): BF110105.D (-1576) (-) m/z 57.10 100.00%
g7
5000 d 85
119 11,00 11.20 11,40 11.60
141 192
- ,|. e “lu e s e m/z 71.10  68.44%
m/z--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
g7
5000 85 UL UL DAL UM
11,00 11.20 11.40 11.60
m/z 43.10 52.21%
0 | I | 11ﬁ3,141 183 211 239 267 296
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
11,00 11.20 11,40 11.60
5000 m/z 85.10 37.76%
85
o ?? g g3 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance #28441: Nonane, 3,7—dimethy|— L LI L L L N BN B
57 11.00 11.20 11.40 11.60
m/z 41.10 31.00%
5000
29 85
127
o N —
m/z--> 50 100 150 200 250 300 350 11,00 11.20 11.40 11.60

8270-BF102318.M Thu Oct 25 14:09:59 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110105.D

Aca On : 24 Oct 2018 10:46

Operator : JU/SJ

Sample : J5622-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 10 Dodecane, 4-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.73 2.97 ng 203658 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 4-methvl- 184 C13H28 006117-97-1 60
2 Heneicosane 296 C21H44 000629-94-7 58
3 Octacosane 394 C28H58 000630-02-4 58
4 Heptadecane 240 C17H36 000629-78-7 58
5 Hentriacontane 437 C31H64 000630-04-6 58
Abundance Scan 1639 (11.727 min): BF110105.D (-1636) (-) m/z 57.05 100.00%
57
204 1140 11.60 11.80 12.00
ol 39,°%, 22 218 m/z 71.10 82.09%
m/z--> 50 100 150 200 250 300 350
Abundance #48846: Dodecane, 4-methyl-
43 71
5000 L UM UL UL UL
1140 11.60 11.80 12.00
m/z 43.05 78 .49%
99 141
S O
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
o 11.40 1160 11.80 12.00
5000 m/z 85.10 46.26%
29 113
ol i L 77,141 369 107 225 253 206
m/z--> 50 100 150 200 250 300 350 '
Abundance #209565: Octacosane R a R mamEE L
57 11.40 11.60 11.80 12.00
m/z 145.10 25.53%
5000 85
29 113 141
0 | ﬂ 169 197 225 253 281 309 337 365 394
m/z--> % 100 150 2& 250 300 350 ' 1140 11.60 11.80 12.00

8270-BF102318.M Thu Oct 25 14:10:00 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110105.D

Aca On : 24 Oct 2018 10:46

Operator : JU/SJ

Sample : J5622-01

Misc :

ALS Vial : 4 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-BF102318_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

Peak Number 11 Sulfurous acid, 2-propyl te...

Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
13.64 2.21 ng 94906 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 83
2 Hexacosane 366 C26H54 000630-01-3 80
3 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 80
4 Tetratetracontane 619 C44H90 007098-22-8 80
5 Nonadecane 268 C19H40 000629-92-5 72

Abundance Scan 1964 (13.639 min): BF110105.D (-1961) (-) m/z 57.10 100.00%
57
85
5000
141 170 194 229 278 13.40 13.60 13.80 14.00
o..J,H“" AR e m/z 43.10 69.52%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 LN BN BN UL B
85 1340 13.60 13.80 14.00
29 m/z 71.10 61.53%
oL T 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
" 13.40 13.60 13.80 14.00
5000 85 m/z 85.05 52.23%
29 113
oL L. ] |77, 141 169 1097 225 253 295 323 367
m/z--> 50 100 1%0 200 250 300 350
Abundance #161094: Sulfurous acid, 2-propy! tetradecy! ester T
43 13.40 13.60 13.80 14.00
m/z 55.05 27 .44%
71
5000
0 ““ } } 15 168 197 231 261
m/z--> ' 150 200 250 300 350 ' 1340 13.60 13.80 14.00

8270-BF102318.M Thu Oct 25 14:10:00 2018

Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110105.D

Aca On : 24 Oct 2018 10:46

Operator : JU/SJ

Sample : J5622-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Benzoic acid, 2-(3-nitrophe... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.00 2.55 ng 109371 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 2-(3-nitrophenvle... 271 C15H13N0O4 1000368-22-4 78
2 Diethvlene alvcol dibenzoate 314 C18H1805 000120-55-8 72
3 1.3.4-Oxadiazin-6-one. 5-isoprop... 216 C12H12N202 173973-78-9 30
4 1-Propanone. 2-bromo-1-phenvl- 212 C9H9BroO 002114-00-3 30
5 Benzoic acid, 4-methylphenyl ester 212 C14H1202 000614-34-6 27
Abundance Scan 2025 (13.998 min): BF110105.D (-2023) (-) m/z 105.00 100.00%
105
149
5000 77
T e e T
51 1360 13.80 14.00 14.20 14.40
O ek et e e 00 505, 202216 233 299 281 | Tr77149.10  73.88%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #120019: Benzoic acid, 2-(3-nitrophenyl)ethyl ester
149
105
77

5000 AL e e
13. 60 13. 80 14. OO 14. 20 14. 40

m/z 77.00 40.20%

o2z 3 ‘ 9L || 122 165179
R s B e L e e A RAARREREEE REas o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #156210: Diethylene glycol dibenzoate

105 149

13. 60 13. 80 14. OO 14. 20 14.40

5000 m/z 50.95 10.18%
7
51
ob 27 ‘ 122 | 179
T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74004: 1,3,4-Oxadiazin-6-one, 5-isopropyl-2-phenyl-

105 13.60 13.80 14.00 14.20 14.40

m/z 106.05 8.74%

5000 77

51
37| 91 | 145160 189 216

O b e e e e e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20 14.40

8270-BF102318.M Thu Oct 25 14:10:01 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110105.D

Aca On : 24 Oct 2018 10:46

Operator : JU/SJ

Sample : J5622-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Octacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.29 5.31 ng 227989 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Eicosane 282 C20H42 000112-95-8 87
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 87
Abundance Scan 2075 (14.292 min): BF110105.D (-2070) (-) m/z 57.00 100.00%
57
e 1 ML\_]L
L AR S B B
113 141 14.00 14.20 14.40 14.60
ol Ll [ eesean 249278 0 hsy 71.10 64,76
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 LR R DU BUR B
85 14100 14.20 14.40 14.60
29 m/z 43.05 56.76%
oL | (113 141 169 197 225 253 281 309 337 365 304
m/z--> 55 160 1%0 260 250 360 3%0 '
Abundance #94355: Hexadecane, 2-methyl-
57
o ' 14.00 14.20 14.40 1460
5000 m/z 85.10 50.41%
197
113
‘ 141 205
0 "Z?J T i'{'k JI‘}?Q“"I""= [rrr T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane T T
57 14.00 14.20 14.40 14.60
m/z 55.05 22.29%
85
29 113
oL L by J | 141 169 197 225 253 296
m/z--> 5'0 100 1&1,0 2(')0 251;0 3(')0 351;0 ' 14 Ioo 14 20 14. 40 14 60

8270-BF102318.M Thu Oct 25 14:10:01 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110105.D

Aca On : 24 Oct 2018 10:46

Operator : JU/SJ

Sample : J5622-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Tricosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14 .60 11.76 ng 505233 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 94
2 Hexacosane 366 C26H54 000630-01-3 94
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Docosane 310 C22H46 000629-97-0 91

Abundance Scan 2127 (14.598 min): BF110105.D (-2122) (-) m/z 57.10 100.00%

57
5000 85

14. 20 14.40 14.60 14.80 15.00

113
141
ol | LA 150 183 215 230 261281 303324 m/z 71.10 64.32%

m/z--> 50 100 150 200 250 300 350
Abundance #164578: Tricosane
5|7
85

14.20 14.40 14.60 14.80 15.00
m/z 43.10 63.38%

324
. ‘ J 141 169 197 239 267 295 |
T T T .I I 4 T ‘I T . I T L I T I T T I T T T T I T T
m/z--> 50 150 200 250 300 350
Abundance #194493: Hexacosane
57

14. 20 14. 40 14 60 14. 80 15.00

5000 85 m/z 85.10  46.96%
29
oL j I i 111134 141,160 197 225 253 205 323 367
LA B s e e L e e e e B B LA B s s e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane B L B O e e
57 14.20 14.40 14.60 14.80 15.00

m/z 55.05 22 .47%

85
5000
29 113
Ll JI | 141 169 197 225 253 296

oLl b e SRRttt

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

8270-BF102318.M Thu Oct 25 14:10:01 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110105.D

Aca On : 24 Oct 2018 10:46

Operator : JU/SJ

Sample : J5622-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 16 Hexacosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.92 8.61 ng 975603 Perylene-d12 15.67
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 Tetracosane 338 C24H50 000646-31-1 91
5 Docosane 310 C22H46 000629-97-0 91
Abundance Scan 2182 (14.921 min): BF110105.D (-2176) (-) m/z 57.10 100.00%

57
5000 85

113 M%M%ﬁ%ﬁm
141 183 211
ol | Il .J.ll Loy 261050 24 230 267 295 88r m/z 71.05 61.51%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—r

5000 85
14.60 14.80 15.00 15.20
m/z 43.10 58.58%

29 113

oL L. I 4141 169 197 225 253 205 323 367
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
S e e
14.60 14.80 15.00 15.20
5000 m/z 85.10 48.33%
85
29
N s 141 169 197 225 253 281 323 351 380
e e e e T e
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57 14.60 14.80 15.00 15.20
m/z 55.10 21._34%
5000 85
29
oL ] | | 113 141 160 107 225 253 281 300 337 365 394
T e T e T T e e B e e S
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20

8270-BF102318.M Thu Oct 25 14:10:02 2018

Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110105.D

Aca On : 24 Oct 2018 10:46

Operator : JU/SJ

Sample : J5622-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Docosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.27 11.18 ng 1266510 Perylene-di12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 97
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 2241 (15.268 min): BF110105.D (-2236) (-) m/z 57.10 100.00%
57
5000 85
113 15.00 15.20 15.40 15.60
141
ol A WA 169 197 225 267 295 323 351 m/z 71.10 63.08%
m/z--> 50 100 150 200 250 300 350
Abundance #153223: Docosane
57
5000 85

15.00 15.20 15.40 15.60
m/z 43.05 61.23%

113
141 310
NI B U it T
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
S R ERARE R e
15.00 15.20 15.40 15.60
5000 85 m/z 85.10 46.16%
29
oL j I i 111134 141,160 197 225 253 205 323 367
e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57 15.00 15.20 15.40 15.60
m/z 55.05 22.68%
85
5000
29 113
oL Tl J | 141,169 197 225 253 296
et T T
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60

8270-BF102318.M Thu Oct 25 14:10:02 2018 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110105.D

Aca On : 24 Oct 2018 10:46

Operator : JU/SJ

Sample : J5622-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 18 Tetratetracontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

16.13 9.03 ng 1022610 Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Triacontane 422 C30H62 000638-68-6 91

Abundance Scan 2388 (16.133 min): BF110105.D (-2381) (-) m/z 57.10 100.00%

5000

15.80 16.00 16.20 16.40
m/z 71.10 63.61%

141 183 225 267 309
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600

0!

Abundance #241528: Tetratetracontane

5000
15.80 16.00 16.20 16.40

m/z 43.05 57 .54%

141 183 225 267 309 351 393 435 491 535 574 617

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane
517
S BAAREEEEE e
15.80 16.00 16.20 16.40
5000 m/z 85.05 47 .16%
99
oL 26 {1} 141 183 225 296
R o o o RAARNRA RS e sRE R s R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493:; Hexacosane
57 15.80 16.00 16.20 16.40
m/z 55.05 21.40%
5000
99
N | ; 141 183 225 267 309 367
e e e e e e e T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15. 80 16. 00 16. 20 16 40

8270-BF102318.M Thu Oct 25 14:10:03 2018 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110105.D

Aca On : 24 Oct 2018 10:46

Operator : JU/SJ

Sample : J5622-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 19 Heptadecane, 9-octyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.67 4.40 ng 498900 Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 2479 (16.668 min): BF110105.D (-2472) (-) m/z 57.10 100.00%

5000

BE

99 P
16.40 16.60 16.80 17.00
41 183 225 281 341 410

0 m/z 71.10 60.96%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
5000 LA L L L L L L

16.40 16.60 16.80 17.00
m/z 43.10 56.45%
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF102418\
Data File : BF110105.D

Acq On : 24 Oct 2018 10:46

Operator : JU/SJ

Sample - J5622-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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... 2.32 15.1 ng 756765 1 6.96 1003720 20.0
2-Pentanone, 4-hy... 5.22 4.9 ng 247645 1 6.96 1003720 20.0
unknown6.73 6.73 92.5 ng 4644420 1 6.96 1003720 20.0
Decahydro-4,4,8,9. .. 9.92 2.5 ng 205737 3 10.00 1622970 20.0
unknown10.41 10.41 3.0 ng 244722 3 10.00 1622970 20.0
Heptacosane 10.65 3.4 ng 275700 3 10.00 1622970 20.0
Tridecane, 3-ethyl- 10.91 8.0 ng 546515 4 11.50 1371520 20.0
Heptadecane, 2,6,... 11.37 7.2 ng 492641 4 11.50 1371520 20.0
Dodecane, 4-methyl- 11.73 3.0 ng 203658 4 11.50 1371520 20.0
Sulfurous acid, 2... 13.64 2.2 ng 94906 5 14.14 859373 20.0
Benzoic acid, 2-(... 14.00 2.5 ng 109371 5 14.14 859373 20.0
Octacosane 14.29 5.3 ng 227989 5 14.14 859373 20.0
Tricosane 14.60 11.8 ng 505233 5 14.14 859373 20.0
Hexacosane 14.92 8.6 ng 975603 6 15.67 2265310 20.0
Docosane 15.27 11.2 ng 1266510 6 15.67 2265310 20.0
Tetratetracontane 16.13 9.0 ng 1022610 6 15.67 2265310 20.0
Heptadecane, 9-oc... 16.67 4.4 ng 498900 6 15.67 2265310 20.0
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