LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040219\
Data File : BF113515.D

Acq On 2 Apr 2019 19:45

Operator : JU/SJ

Sample - K2180-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 4.875 471 474 486 rBvV 160666 226000 7.78% 0.847%
2 5.310 544 548 567 rBV 2319959 2440913 84.07% 9.150%
3 6.340 719 723 740 rBV 2542073 2628294 90.53% 9.852%
4 6.463 740 744 755 rVB 2937434 2603826 89.68% 9.760%
5 6.693 779 783 792 rBVY 966338 863395 29.74% 3.236%
6 6.845 805 809 823 rBvV 2267714 2030619 69.94% 7.612%
7 7.257 874 879 892 rBV 1701063 1658262 57.12% 6.216%
8 7.975 997 1001 1012 rBV 1121369 1096947 37.78%  4.112%
9 8.739 1120 1131 1149 rVB 63876 187397 6.45% 0.702%
10 9.045 1179 1183 1186 rBVY 3512755 2903370 100.00% 10.883%

11 9.439 1246 1250 1255 rBV 218275 180089 6.20% 0.675%
12 9.716 1294 1297 1308 rVB 1270979 1178708 40.60% 4.418%
13 10.504 1427 1431 1445 rBV 1752486 1684945 58.03% 6.316%
14 11.198 1545 1549 1552 rBV 1234565 1065304 36.69% 3.993%
15 11.733 1637 1640 1650 rBV2 82942 112148 3.86% 0.420%

16 12.410 1752 1755 1758 rBV 69449 64751 2.23% 0.243%
17 12.633 1790 1793 1796 rVB 71556 63739 2.20% 0.239%
18 12.780 1813 1818 1821 rBV 2434362 2247479 T77.41% 8.425%
19 13.686 1968 1972 1985 rBV5 71703 219588 7.56% 0.823%
20 13.827 1992 1996 2000 rBV 1068261 1022287 35.21% 3.832%

21 13.998 2022 2025 2028 rVB 58276 48442 1.67% 0.182%
22 14.304 2074 2077 2080 rVB 99365 94462 3.25% 0.354%
23 14.598 2123 2127 2131 rBV 144487 147645 5.09% 0.553%
24 14.839 2165 2168 2170 rBV 50007 56474 1.95% 0.212%
25 14.904 2176 2179 2183 rVB 163732 167161 5.76% 0.627%
26 15.116 2213 2215 2221 rVB 41740 47952 1.65% 0.180%
27 15.174 2222 2225 2230 rBV 51318 57392 1.98% 0.215%

28 15.233 2230 2235 2242 rBV 920690 1260612 43.42% 4._.725%
29 15.651 2301 2306 2311 rBV 128430 193145 6.65% 0.724%
30 16.104 2378 2383 2389 rBV2 75481 126252 4 _.35% 0.473%

Sum of corrected areas: 26677598
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040219\
Data File : BF113515.D

Acq On 2 Apr 2019 19:45

Operator : JU/SJ

Sample - K2180-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance : .
3500000 TIC: BF113515.D

3000000 6.46

6.34

2500000 5.31 6.65

2000000
7.26
1500000
1000000 6.69

500000

i T L N LS S L L —

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 : .
3500000 TIC: BF113515.D

3000000
2500000 12.78

2000000
10.50

1500000
9.72 11.20
7.97

1000000

9.44

500000
L 11.73 12.4112.63

0 A A A
LA B I B B B S B SO A B NN BN B R B I B N R B N SN SN NN B I HO N S S S AN SN S S S B S B S N R SR S B B B R R

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance : .
3500000 TIC: BF113515.D

3000000

2500000

2000000

1500000

13.83 15.23

1000000

500000 } 0
14.30 14.60 15.65 16.10
13.69|| 14.00 14.847133, 1

e e e

T 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\HPCHEMI1\BNA_F\DATA\BF040219\
Data File : BF113515.D

Acq On 2 Apr 2019 19:45

Operator : JU/SJ

Sample - K2180-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 unknown4.88 Concentration Rank 3

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

4.88 5.24 ng 226000 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 39
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 475 (4.881 min): BF113515.D (-471) (-) m/z 42.95 100.00%
43
59
5000
T 250 4k 500 550
o...,....,....,....','::..?.1.4!,....,....,E??..,...:,|....,....,....,....,...., m/z 59.00 59.13%
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
5000 L U RN I UL
59 460 480 500 5.20
m/z 101.00 21.06%
31 83 g3 101
0'“l“'WH“ﬁ““ﬁ““'v”'v'”v'“lﬁ“l““”““l”'WH'W“'W'“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520
5000 M m/z 57.90 14 .86%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4—methy|— LI L L L L LB B
43 4.60 4.80 5.00 5.20
m/z 41.00 9.41%
5000
101
15
I I |
0'“l”'WHN”'“w“L'VJ'VH'b“'wgﬁw'“i““l”'WH'W“'W'“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040219\
Data File : BF113515.D

Acq On 2 Apr 2019 19:45

Operator : JU/SJ

Sample - K2180-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 unknown6.46 Concentration Rank 1

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

6.46 60.32 ng 2603830 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 743 (6.457 min): BF113515.D (-740) (-) m/z 132.00 100.00%
5000
96 R R s S
48 54 104 6.20 6.40 6.60 6.80
o....,...:l'!...,.... a ,....??.5.‘?,....,....,.1.1.5.,...., 1 m/z 68.00 45.37%
m/z--> 30 50 80 90 100 110 120 130 140
Abundance #14142. 3 Chloro-6-fluoro-pyrazine
132
69
104 N
5000 UL SRS AR LR
6.20 6.40 6.60 6.80
2 78 m/z 133.90 31.89%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 660 6.80
5000 67 m/z 66.00 28.43%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 \
Abundance #14395: 1,3,5-Trifluorobenzene R L A ma
132 6.20 6.40 6.60 6.80

m/z 68.95 17.28%

5000

63 81
31 37 44 50 57 74 88 101 112

L 4 L A R

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040219\
Data File : BF113515.D

Acq On 2 Apr 2019 19:45

Operator : JU/SJ

Sample - K2180-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Phthalic anhydride Concentration Rank 5

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

8.74 3.42 ng 187397 Naphthalene-d8 7.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic anhydride 148 C8H403 000085-44-9 95
2 1,2-Benzenedicarboxylic acid 166 C8H604 000088-99-3 90
3 Phthalic acid, monoethyl ester 194 C10H1004 002306-33-4 90
4 Bicyclo[4.2.0]octa-1,3,5-triene-... 132 C8H402 006383-11-5 86
5 Phthalamic acid 165 C8H7NO3 000088-97-1 83

Abundance Scan 1131 (8.739 min): BF113515.D (-1120) (-) m/z 103.90 100.00%
76 104
5000 50
B | 148 840 8.60 880 9.00
ol S Tm/z 75.95  80.12%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23152: Phthalic anhydride
76 104
5000 50
148 8.40 8.60 8.80 9.00
a8 m/z 49.95 40.95%
o |?§ 'J“ — '?;"'mjl' L UL B SURL AL WAL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
104
76
8.40 8.60 8.80 9.00
5000 50 m/z 73.95 18.28%
148
o 26 38 61 85
LN UNLELELES AL LR SLELELELS UL BN AR SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #55736: Phthalic acid, monoethy! ester
76 104 8.40 8.60 8.80 9.00
m/z 74.90 13.57%
5000 50
148
o 9| ), 60 [ e | 12 | 176
m/z--> 20 40 60 80 100 120 140 160 180 840 8.60 880 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040219\
Data File : BF113515.D

Acq On 2 Apr 2019 19:45

Operator : JU/SJ

Sample - K2180-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.73 2.11 ng 112148 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tetradecanoic acid 228 C14H2802 000544-63-8 74
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Octadecanoic acid 284 C18H3602 000057-11-4 72
5 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 11
Abundance Scan 1639 (11.727 min): BF113515.D (-1637) (-) m/z 72.90 100.00%
4
5000
11.40 11.60 11.80 12.00
(o} m/z 59.90 96 .55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107549: n-Hexadecanoic acid
43 60
5000 L UL I B
11.40 11.60 11.80 12.00
m/z 42.95 90.80%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
73
43 1140 11.60 11.80 12.00
5000 m/z 57.00 75.88%
129
o7 185 228
o 2l 58 113 ' 149166 200
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95851: Pentadecanoic acid B e e
11.40 11.60 11.80 12.00
m/z 40.95 64 .48%
5000
(o} S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11h0 11%0 1f80 1250
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040219\
Data File : BF113515.D

Acq On 2 Apr 2019 19:45

Operator : JU/SJ

Sample - K2180-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Sulfurous acid, octadecyl 2... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.69 4.30 ng 219588 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 74
2 Sulfurous acid, butyl octadecyl ... 390 C22H4603S 1000309-18-5 72
3 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 68
4 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 68
5 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 64
Abundance Scan 1973 (13.692 min): BF113515.D (-1968) (-) m/z 57.00 100.00%
5000 4
13.40 13.60 13.80 14.00
Obrrrry m/z 43.00 74 .16%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #200449: Sulfurous acid, octadecyl 2-propy! ester
43
71
5000 LI IS BN S B
1340 13.60 13.80 14.00
m/z 54.95 69.12%
0 2
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
13.40 13.60 13.80 14.00
5000 m/z 83.00 62.98%
85
41
26 11 139155 163 224 253 287 317

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95994: 1-Decanol, 2-hexyl- I EAmEmEEE RS
13.40 13.60 13.80 14.00
m/z 68.95 59.63%

5000

154169 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 40 13 60 13. 80 14. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040219\
Data File : BF113515.D

Acq On 2 Apr 2019 19:45

Operator : JU/SJ

Sample - K2180-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Triacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.60 2.34 ng 147645 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 87
2 Heptadecane 240 C17H36 000629-78-7 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Eicosane, 2-methyl- 296 C21H44 001560-84-5 86
5 Hexacosane 366 C26H54 000630-01-3 83
Abundance Scan 2127 (14.598 min): BF113515.D (-2123) (-) m/z 57.00 100.00%
57
5000 85
141 169 197 303 14.20 14.40 14.60 14.80 15.00
I J“..,....,...2.4?.2.7?.,....,....,... m/z 71.00 66.61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
5000 85 AT AR DA DN B
mmmmmmmmmm
13, m/z 43.00 61.41%
oL 2l i1 d L ‘ 41 169 197 225 253 281 309 337 365 303 422
m/z--> éo 100 1éo 260 2éo 360 3%0 460
Abundance
57
g5 14.20 14.40 14.60 14.80 15.00
5000 m/z 84.95 51.55%
29
. 113 141 169 197 240
miz-> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane PR T T T T
57 14.20 14.40 14.60 14.80 15.00
m/z 54.95 22.22%
85
5000
29 113
oL L. | |, [ | 141 169 197 225 253 296
m/z--> 5'0 100 1&'30 2(')0 25'30 3(')0 3%0 4c')o 14. 20 14. 40 14 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040219\
Data File : BF113515.D

Acq On 2 Apr 2019 19:45

Operator : JU/SJ

Sample - K2180-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .90 2.65 ng 167161 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Octadecane, 2-methyl- 268 C19H40 001560-88-9 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tetracosane 338 C24H50 000646-31-1 87
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 2178 (14.898 min): BF113515.D (-2176) (-) m/z 57.00 100.00%
57
5000 85
13 14.60 14.80 15.00 15.20
141 171 197 261
oL SR Y 107 223 261281303 32352 U1 00 67.62%
m/z--> 0 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85 LR B B B BULR
14 60 14. 80 15. oo 15. 20
m/z 43.00 59.28%
29 113
0 \‘ A h H\ 1 H‘ 1 141 169 197 225 2§8
m/z--> 6 §0 160 150 260 2éo 360 3%0
Abundance
57
14,60 14.80 15.00 15.20
5000 85 m/z 85.00 47 .40%
29 225
o2 13 141 160 197 253
m/z--> 6' - 'éol - 160" ' ﬁéoll "260" "250" ' 560" ' Séo
Abundance #141426: Heneicosane AR N EEa RS
57 14.60 14.80 15.00 15.20
m/z 98.95 17.23%
85
5000
29 113
o | ‘ LU LT 141 169 197 225 253 296
m/z--> c') 5'0 1(')0 1&1;0 2(')0 250 3(')0 3&1;0 14. 60 14. 80 15. oo 15. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040219\
Data File : BF113515.D

Acq On 2 Apr 2019 19:45

Operator : JU/SJ

Sample - K2180-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Tetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.65 3.06 ng 193145 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 87
4 Heneicosane, l1ll-decyl- 437 C31H64 055320-06-4 87
5 Hentriacontane 437 C31H64 000630-04-6 87

Abundance Scan 2306 (15.651 min): BF113515.D (-2301) (-) m/z 57.00 100.00%

5000

15.40 15.60 15.80 16.00
m/z 71.00 69.46%

41 194225261 313 355
m/iz--> 0 50 100 150 200 250 300 350 400 450 500 550 600

0!

Abundance #175556: Tetracosane
57

5000 e
15.40 15.60 15. 80 16.00

m/z 43.00 60.21%

141
2%\ Mh 4 183 225 281 338

O “H.h‘”..u”...” AR R R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
R R EREE RS S
15.40 15.60 15.80 16.00
5000 m/z 85.00 48.09%

97
26 141 183 225 267 309 351 393 435 491 535 574 617

ol e S S o o R o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141432: Pentadecane, 8-hexyl- T T
57 15.40 15.60 15.80 16.00
m/z 55.00 23.94%
5000
2 196
41
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15.40 15 60 15. 80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040219\
Data File : BF113515.D

Acq On 2 Apr 2019 19:45

Operator : JU/SJ

Sample - K2180-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Pentacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.10 2.00 ng 126252 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 94
2 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
3 Heptacosane 380 C27H56 000593-49-7 87
4 Hexadecane 226 C16H34 000544-76-3 87
5 2-methyloctacosane 408 C29H60 1000376-72-8 87
Abundance Scan 2382 (16.098 min): BF113515.D (-2378) (-) m/z 57.00 100.00%
57
13 15.80 16.00 16,20 16.40
155 211 271 350 . . . .
ol b d L] 3005 1872t 25 271 316 30 60 68, 49
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57
5000 85 L SRR SN BN B
15.80 16.00 16.20 16.40
113 m/z 43.00 60.47%
oL 2] h Ll j |14 169189211 239 267 205 303 352
m/z--> 50 100 1éo 200 250 300 350
Abundance
57
15.80 16.00 16,20 16.40
5000 85 m/z 84.95 49_.10%
0 38 M3 141 182 511 5p 281 308 337
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane R R A N B e
57 15.80 16.00 16.20 16.40
m/z 55.00 21.31%
- T W
29 113 14
ol ) 1 | 169 197 225 253 281 309 337 380
m/z--> 50 100 1&'30 2(')0 250 300 350 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040219\
Data File : BF113515.D

Acq On 2 Apr 2019 19:45

Operator : JU/SJ

Sample - K2180-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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]
unknown4 .88 4.88 5.2 ng 226000 1 6.69 863395 20.0
unknown6 .46 6.46 60.3 ng 2603830 1 6.69 863395 20.0
Phthalic anhydride 8.74 3.4 ng 187397 2 7.97 1096950 20.0
n-Hexadecanoic acid 11.73 2.1 ng 112148 4 11.20 1065300 20.0
Sulfurous acid, o... 13.69 4.3 ng 219588 5 13.83 1022290 20.0
Triacontane 14.60 2.3 ng 147645 6 15.23 1260610 20.0
Nonadecane 14.90 2.6 ng 167161 6 15.23 1260610 20.0
Tetracosane 15.65 3.1 ng 193145 6 15.23 1260610 20.0
Pentacosane 16.10 2.0 ng 126252 6 15.23 1260610 20.0
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