LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117484.D
Aca On : 23 Oct 2019 15:51 Instrument :
Operator : JU E?Afs el

- _ lentosampleld :
3?22'6 - K5493-01 SLOAN-ROLL-OFF-COMP
ALS Vial : 3 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-BF101819.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

5.351 552 555 571 rBV 843896 903416 49.15% 6.609%
6.381 726 730 747 rBV 1022144 1009648 54.93% 7.387%
rvv. 1163337 1026925 55.87% 7.513%
6.728 786 789 798 rBV 239335 234974 12.78% 1.719%
6.887 812 816 831 rBV 774313 654332 35.60% 4.787%
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7.298 882 886 902 rBV 597204 616430 33.54% 4_.510%
8.010 1004 1007 1025 rBV 338730 307975 16.76% 2.253%
rBv 843659 779773 42.42% 5.705%
9.481 1254 1257 1267 rBV 228574 182888 9.95% 1.338%
9.763 1302 1305 1316 rVB 457650 365473 19.88% 2.674%
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11 10.469 1415 1425 1433 rBV3 6185 21342 1.16% 0.156%
12 10.551 1436 1439 1456 rVB 655828 675811 36.77% 4.944%
13 11.245 1554 1557 1566 rBV 365881 374681 20.38% 2.741%
14 11.775 1643 1647 1656 rBV 123035 152831 8.31% 1.118%
15 12.469 1761 1765 1775 rBV2 24481 48094 2.62% 0.352%

16 12.557 1775 1780 1792 rVB 77709 101435 5.52% 0.742%
17 12.698 1801 1804 1807 rVB2 18409 19313 1.05% 0.141%
18 12.827 1822 1826 1830 rBV 941688 855523 46.54% 6.259%
19 12.974 1831 1851 1862 rVvV3 401802 1838107 100.00% 13.448%
20 13.592 1952 1956 1961 rBV2 22220 30810 1.68% 0.225%

21 13.727 1961 1979 1994 rVB4 113131 410383 22.33% 3.002%
22 13.892 2003 2007 2014 rVB 341822 358897 19.53% 2.626%
23 13.992 2014 2024 2032 rBV 428277 1130725 61.52% 8.272%

24 14.345 2082 2084 2088 rBV 42889 42820 2.33% 0.313%
25 14.445 2097 2101 2107 rVB4 16772 29625 1.61% 0.217%
26 14.521 2110 2114 2121 rVB4 13866 25227 1.37% 0.185%
27 14.645 2128 2135 2137 rBV 64757 80639 4_.39% 0.590%
28 14.680 2137 2141 2151 rVB4 168286 447943 24.37% 3.277%
29 14.963 2185 2189 2192 rVB 60317 63876 3.48% 0.467%
30 15.086 2203 2210 2212 rBV6 24615 45900 2.50% 0.336%

31 15.321 2245 2250 2255 rBV 281822 379030 20.62% 2.773%
32 15.386 2255 2261 2270 rVB4 69935 166537 9.06% 1.218%
33 15.721 2312 2318 2323 rBV 47055 66502 3.62% 0.487%
34 15.792 2325 2330 2336 rBVS 9716 21924 1.19% 0.160%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102319\

Data File : BF117484.D

Aca On : 23 Oct 2019 15:51

Operator : JU

3?22'6 : K5493-01 SLOAN-ROLL-OFF-COMP
ALS Vial : 3 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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101819.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 16.186 2389 2397 2408 rVB2 55941 130532 7.10% 0.955%

36 16.733 2485 2490 2497 rBv4 10063 21387 1.16% 0.156%
37 17.145 2550 2560 2566 rBvVS8 14905 46912 2.55% 0.343%
Sum of corrected areas: 13668640
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\

BF117484.D

23 Oct 2019 15:51

Ju

K5493-01

3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

SLOAN-ROLL-OFF-COMP
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117484.D

Aca On : 23 Oct 2019 15:51

Operator :© JU

Sample - K5493-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 unknown6.50 Concentration Rank 2

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

6.50 87.41 ng 1026930 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
2 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
3 (E)-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 750 (6.498 min): BF117484.D (-747) (-) m/z 132.00 100.00%
5000 68
20 g % J 620 640 6.60 6.80
gL e s m/z 68.10 48.28%
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74
5000 98 116 S SRS LA AR
6.20 6.40 6.60 6.80
m/z 134.00 32.00%
8 7 158 189
m/z--> 40 60 80 100 120 140 160 180
Abundance #14395: 1,3,5-Trifluorobenzene
132
620 640 6.60 6.80
5000 m/z 66.00 30.72%
63 81
31 59 1 w\‘ L 72\ ‘\ \92 191\ 1:!-\2 ‘
miz--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal T
132 6.20 6.40 6.60 6.80
m/z 69.10 20.58%
5000 67
41 97
53
‘ 29 ‘ 117
—— |“i“| Iw\l L ! \IM‘I\I\‘I\ |8|8| h |1|O§| "‘l — H B E e
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117484.D

Aca On : 23 Oct 2019 15:51

Operator :© JU

Sample - K5493-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 3 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.77  8.16ng 152831  Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96

2 Pentadecanoic acid 242 C15H3002 001002-84-2 68
3 Dodecanoic acid 200 C12H2402 000143-07-7 58
4 Tridecanoic acid 214 C13H2602 000638-53-9 50
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 25
Abundance Scan 1646 (11.769 min): BF117484.D (-1643) (-) m/z 73.00 100.00%
73
43 60
5000
H 129
97 |
115 17 213 11.40 11.60 11.80 12.00
S | ,Ul..|'-,-...'.,....,...1?7....,1??.. - m/z  60.00  71.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129
11.40 11.60 11.80 12.00
m/z 43.00 64 .42%
213
‘J‘“ 143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid
43 60 73
T e
11.40 11.60 11.80 12.00
5000 - m/z 41.10 52.59%
IIIII‘”IU\ H‘u‘l
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #61121: Dodecanoic acid
60 73 11.40 11.60 11.80 12.00
m/z 55.00 52.04%
43
5000
129
29 157 200
‘ T7 lo1115 ‘ 143 171 ‘
..1?,.‘:..‘,‘.‘..“.“ “‘H ,l‘;.”‘,‘..u‘.,..‘. T W - —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102319\

Data File : BF117484.D

Aca On : 23 Oct 2019 15:51

Operator : JU

ﬁ?ggle : K5493-01 SLOAN-ROLL-OFF-COMP
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.56 5.41 ng 101435 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Tetradecanoic acid 228 C14H2802 000544-63-8 64
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
4 n-Decanoic acid 172 C10H2002 000334-48-5 59
5 Decanoic acid, silver(1+) salt 278 C10H19Ag02 013126-67-5 59
Abundance Scan 1781 (12.563 min): BF117484.D (-1775) (-) m/z 72.95 100.00%
7B
43
5000 129
97
185
W | s 71 je0013,00 [ 284 12.20 12.40 12.60 12.80
m/z 60.00 80.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
a3 57 73
5000 129

12.20 12.40 12.60 12.80
m/z 43.05  71.55%

185

241 284

143457171

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

Abundance #84453: Tetradecanoic acid
73
43 _|
5 12.20 12.40 12.60 12.80
5000 129 m/z 55.00 63.60%
29 185 228
01115 143157171 ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid o S

43 60 12 20 12. 40 12. 60 12. 80

m/z 57.05 54 .15%

5000 129
213
JH, 143157171185199

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

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102319\

Data File : BF117484.D

Aca On : 23 Oct 2019 15:51

Operator : JU

ﬁ?ggle : K5493-01 SLOAN-ROLL-OFF-COMP
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Heneicosane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.97 102.43 ng 1838110 Chrysene-di12 13.89
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 2-methvltetracosane 352 C25H52 1000376-72-6 90
4 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 90
5 Hentriacontane 437 C31H64 000630-04-6 90
Abundance Scan 1850 (12.969 min): BF117484.D (-1831) (-) m/z 57.05 100.00%
57
85
5000
141 169 12.60 12.80 13.00 13.20
— .|, . II Lt P07 225 253 280 m/z 71.05 87.83%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000
12.60 12.80 13.00 13.20
m/z 85.05 65.84%
29 113
J | L i 1] | 141,169 197 225 253 296
m/z--> éo 100 1%0 260 250 360 3%0
Abundance #194493: Hexacosane
57
12.60 12.80 13.00 13.20
5000 85 m/z 43.05 61.79%
i i I i 111}34 141 169 197 225 253 295 323 367
m/z--> éo 100 150 260 2%0 300 3%0
Abundance #185534: 2-methyltetracosane
57 12.60 12.80 13.00 13.20
m/z 55.10 23.25%
29 113
T } |7 4 169 197 225 253 309 337
m/z--> % @ @ m 250 @ ﬁ 1mmmmwmnol
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102319\

Data File : BF117484.D

Aca On : 23 Oct 2019 15:51

Operator : JU

ﬁ?ggle : K5493-01 SLOAN-ROLL-OFF-COMP
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Trichloroacetic acid, hexad... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.73 22.87 ng 410383 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 83
2 2- Chloropropionic acid. octadec... 360 C21H41CIl102 088104-31-8 81
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 81
4 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 81
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 81
Abundance Scan 1979 (13.727 min): BF117484.D (-1961) (-) m/z 57.00 100.00%
5 g3
5000 111
N
285 SR IR TR BN U
11 139 168 507 I 13.40 13.60 13.80 14.00
ey I L B R B A I R e m/z 43.10 93.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #205392: Trichloroacetic acid, hexadecy! ester
43
69
97
5000
13.40 13.60 13.80 14.00
195 m/z 55.05 82.08%
i Il 115..3 196 224
m/z--> 50 100 150 200 250 300 350 400
Abundance #190678: 2- Chloropropionic acid, octadecyl ester
57 83
13.40 13.60 13.80 14.00
5000 111 m/z 83.05 81.48%
29
il f h (168 194 224 L 360
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester T T T
57 13.40 13.60 13.80 14.00
83 m/z 69.05 76 .30%
B 1 JL
29 169
LA ‘klhl?g. |, 20 285 406
m/z--> 50 100 150 200 250 300 350 400 13140 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102319\

Data File : BF117484.D

Aca On : 23 Oct 2019 15:51

Operator : JU

ﬁ?ggle : K5493-01 SLOAN-ROLL-OFF-COMP
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Hentriacontane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.99 63.01 ng 1130730 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Triacontane 422 C30H62 000638-68-6 90
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 2024 (13.992 min): BF117484.D (-2014) (-) m/z 57.05 100.00%
57 f
5000
113
141 13.60 13.80 14.00 14.20 14.40
—_— ,] JI, La19%er 289267 | m/z 71.10 83.23%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000
13.60 13.80 14.00 14.20 14.40
m/z 85.10 66.53%
29
| ] . J ] 11?1‘169 197 225 253 296
m/z--> 55 160 1%0 260 250 360 3%0 460 !
Abundance #223852: Hentriacontane
57
13.60 13.80 14.00 14.20 14.40
5000 85 m/z 43.05 58.25%
113
J || |77 141 169 197 225 253 281 309 337 365 437
m/z--> 55 160 1%0 260 2%0 360 3%0 460 !
Abundance #215181: 2-methyloctacosane =TT T T T
57 13.60 13.80 14.00 14.20 14.40
m/z 55.05 23.25%
B | ML
29 ] | Hlﬁ3Jlﬂl‘1§9 197 225 267 295 365 393
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 3&1,0 4(')0 ! 13 60 13. 80 14. oo 14 20 14. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102319\

Data File : BF117484.D

Aca On : 23 Oct 2019 15:51

Operator : JU

ﬁ?ggle : K5493-01 SLOAN-ROLL-OFF-COMP
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 2-methyloctacosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.34 2.39 ng 42820 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 86
2 2-methvloctacosane 408 C29H60 1000376-72-8 86
3 Hexacosane 366 C26H54 000630-01-3 72
4 Triacontane 422 C30H62 000638-68-6 64
5 Tetratetracontane 619 C44H90 007098-22-8 64
Abundance Scan 2083 (14.339 min): BF117484.D (-2082) (-) m/z 57.05 100.00%
57
85
5000
179
| |111 152 | ZT7 271 374 371 14.00 14.20 14.40 14.60
— ) Y D E SRS . m/z 71.00  76.25%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000
14.00 14.20 14.40 14.60
m/z 85.05 55.56%
29 113
| I ] | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
57
14.00 14.20 14.40 14.60
5000 85 m/z 43.05 53.11%
113
200 | || {77,141 160 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance #194493: Hexacosane O B o e
57 14.00 14.20 14.40 14.60
m/z 99.00 37.18%
5000 85
290 1| M8 141 160 107 205 253 205 323 367 A
m/z--> 50 100 150 200 250 300 350 ' 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102319\

Data File : BF117484.D

Aca On : 23 Oct 2019 15:51

Operator : JU

ﬁ?ggle : K5493-01 SLOAN-ROLL-OFF-COMP
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Hexacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .64 4.26 ng 80639 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Triacontane 422 C30H62 000638-68-6 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heptacosane 380 C27H56 000593-49-7 90
5 Octacosane 394 C28H58 000630-02-4 90

Abundance Scan 2134 (14.639 min): BF117484.D (-2128) (-) m/z 57.05 100.00%

57
85
5000

I 141 14. 40 14 60 14. 80 15. OO
kb ey m/z 71.00 86.99%

m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
85

5000
1440 1460 14.80 15:00
m/z 43.00 78.49%

29
L ﬂlﬁ3|1§1 169 107 225 253 205 323 367
e / T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57

14.40 14 60 14. 80 15.00

5000 85 m/z 85.10 68.82%
13 149
29 | [ | 47,169 197 225 253 281 309 337 365 393 422
RN 1 I B A A S At S e R L UL L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57 14.40 14.60 14.80 15.00
m/z 55.00 32.49%
85
5000
29 113
111 [ | 141 169 197 225 253 296
R e R T i £ e R R R E R
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102319\

Data File : BF117484.D

Aca On : 23 Oct 2019 15:51

Operator : JU

ﬁ?ggle : K5493-01 SLOAN-ROLL-OFF-COMP
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Nonadecane, 9-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.68 23.64 ng 447943 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 90
3 Hexacosane 366 C26H54 000630-01-3 87
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
5 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 86
Abundance Scan 2141 (14.680 min): BF117484.D (-2137) (-) m/z 57.10 100.00%
g7
85
5000
113 i aA'en aaen 1500
1 1169 297 2w e 14.40 14.60 14.80 15.00

...J,- I (OO P (A R — m/z 71.10 89.83%

m/z--> 50 150 200 250 300 350
Abundance #141426: Heneicosane
5|7
85

5000
14140 1460 14.80 1500
| m/z 85.10 73.61%

29 113
L0 1] | 141,169 197 225 253 296
L e e e
m/z--> 50 100 150 200 250 300 350
Abundance #129502: Nonadecane, 9-methyl-
57

85 14.40 14.60 14.80 15.00
5000 m/z 43.05 60.38%
’ 113 140 168
N O i O T
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane e e
57 14. 40 14. 60 14. 80 15. 00

m/z 99.10 24 .98%

5000 85
29
O L1 M9 160 107 25 25 205 33 367
L LT M 160 197 225 253 295 323 36

m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00

8270-BF101819.M Thu Oct 24 17:35:52 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102319\

Data File : BF117484.D

Aca On : 23 Oct 2019 15:51

Operator : JU

ﬁ?ggle : K5493-01 SLOAN-ROLL-OFF-COMP
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Hexadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14 .96 3.37 ng 63876 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 90
2 Hexadecane 226 C16H34 000544-76-3 86
3 Heptadecane 240 C17H36 000629-78-7 86
4 Octacosane 394 C28H58 000630-02-4 83
5 Heptacosane 380 C27H56 000593-49-7 80
Abundance Scan 2189 (14.963 min): BF117484.D (-2185) (-) m/z 57.05 100.00%
57
85
5000
Il||13 11 008 14.60 14.80 15.00 1520
e m/z 71.10 91.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
5000 85
14.60 14.80 15.00 15.20
13 m/z 43.00 67.10%
JUJ 77,141,269 197 225 253 281 309 337 365 437
m/z--> 55 160 1%0 260 2%0 360 3%0 460 '
Abundance #83025: Hexadecane
57
14.60 14.80 15.00 1520
5000 m/z 85.05 61.16%
85
29
| 113 141 169 197 226
m/z--> 55 160 1%0 260 2%0 360 3%0 460 '
Abundance #94346: Heptadecane
57 14.60 14.80 15.00 15.20
m/z 99.10 28.38%
85
5000
29 113

7141 160 197 240

m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102319\

Data File : BF117484.D

Aca On : 23 Oct 2019 15:51

Operator : JU

ﬁ?ggle : K5493-01 SLOAN-ROLL-OFF-COMP
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 unknownl15.09 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.09 2.42 ng 45900 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pvridinecarboxvlic acid. 4.6-d... 208 C11H16N202 1000349-78-1 27
2 Bicvclol5.2.01nonane. 2-methvlen... 204 C15H24 242794-76-9 25
3 1-Cvcloheptene. 1.4-dimethvl-3-(... 204 C15H24 1000159-38-6 22
4 Cvclohexane. 1.5-diethenvl-2.3-d... 164 C12H20 068779-12-4 22
5 4-(1,3,3-Trimethyl-bicyclo[4.1.0... 206 C14H220 077143-31-8 22
Abundance Scan 2211 (15.092 min): BF117484.D (-2203) (-) m/z 43.00 100.00%
48
91 109

5000

14.80 15.00 15.20 15.40
m/z 55.00 81.20%

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #67402: 3-Pyridinecarboxylic acid, 4,6-dimethyl-2-(methyla...

14.80 15.00 15.20 15.40
m/z 109.00  79.30%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #64421: Bicyclo[5.2.0]nonane, 2-methylene-4,8,8-trimethyl-...
3

14.80 15.00 15.20 15.40
m/z 91.00 78.28%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #64439: 1-Cycloheptene, 1,4-dimethyl-3-(2-methyl-1-propene...
107

14.80 15.00 15.20 15.40
m/z 107.00 76.62%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.80 15.00 15.20 15.40

8270-BF101819.M Thu Oct 24 17:35:54 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102319\

Data File : BF117484.D

Aca On : 23 Oct 2019 15:51

Operator : JU

ﬁ?ggle : K5493-01 SLOAN-ROLL-OFF-COMP
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Eicosane, 7-hexyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.39 8.79 ng 166537 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
2 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 90
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Heneicosane 296 C21H44 000629-94-7 86
5 Triacontane 422 C30H62 000638-68-6 86
Abundance Scan 2262 (15.392 min): BF117484.D (-2255) (-) m/z 57.05 100.00%
57
85
5000
““3 141 15.00 15.20 15.40 15.60 15.80
169 281 .00 15.20 15.40 15.60 15.
— .',4].1.!-,'.-..--.,20.8... R e m/z 71.10 90.24%
m/z--> 50 100 150 200 250 300 350
Abundance #194499: Eicosane, 7-hexyl-
57
5000 85 R U BRI BRI I
15.00 15.20 15.40 15.60 15.80
m/z 85.10 66 .03%
113
3 141 182 211 281
—v—v—&”-'-'-'ll -']-]--' T |----252---'-|30-8-?3-7|----|
m/z--> 50 100 150 200 250 300 350
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43
7 15.00 15.20 15.40 15.60 15.80
5000 m/z 43.05 54 .28%
99 127
LA by 155 183202 225 253 295 337
m/z--> 50 100 1%0 200 250 360 350
Abundance #215181: 2-methyloctacosane B B E T
57 15.00 15.20 15.40 15.60 15.80
m/z 99.05 24 .90%
5000 85
2?& I ‘ ”113 1§1 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 ' 15.00 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117484.D

Aca On : 23 Oct 2019 15:51

Operator :© JU

Sample - K5493-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 17 Methoxyacetic acid, 2-tetra... Concentration Rank 15

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

17.14 2.48 ng 46912 Perylene-di12 15.32

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methoxvacetic acid. 2-tetradecvl... 286 C17H3403 1000282-04-8 59
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 59
3 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 59
4 10-Methvlnonadecane 282 C20H42 056862-62-5 59
5 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 53

SLOAN-ROLL-OFF-COMP

Abundance Scan 2559 (17.139 min): BF117484.D (-2550) (-) m/z 85.00 100.00%
57 71
43
5000 99
133
| 207 16.80 17.00 17.20 17.40
e m/z 57.05 95.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #132964: Methoxyacetic acid, 2-tetradecyl ester
43 57
71
5000 LA I L L L L L |

16.80 17.00 17.20 17.40
m/z 71.00 87.98%

99 113127 141 155168 182 197

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #100330: 2-Bromo dodecane
57
RS s
43 71 16.80 17.00 17.20 17.40
5000 85 m/z 43.00 57 .65%
‘ ‘ 9113, 169
..1.5,.w.\..,...l,..\..,w....\,...w.,.‘...,.l.% '
m/z--> 60 80 100 120 140 160 180 200 220 240
Abundance #124147: 2-Bromotetradecane R ABma RS
57 16.80 17.00 17.20 17.40
71 m/z 99.10 37.88%
43
85
5000
29 113
127
141 197
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.80 17.00 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF102319\

Data File : BF117484.D

Acq On : 23 Oct 2019 15:51

Operator : JU

3?22'6 - K5493-01 SLOAN-ROLL-OFF-COMP
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101819_.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]
unknown6 .50 6.50 87.4 ng 1026930 1 6.73 234974 20.0
n-Hexadecanoic acid 11.77 8.2 ng 152831 4 11.25 374681 20.0
Octadecanoic acid 12.56 5.4 ng 101435 4 11.25 374681 20.0
Heneicosane 12.97 102.4 ng 1838110 5 13.89 358897 20.0
Trichloroacetic a... 13.73 22.9 ng 410383 5 13.89 358897 20.0
Hentriacontane 13.99 63.0 ng 1130730 5 13.89 358897 20.0
2-methyloctacosane 14_34 2.4 ng 42820 5 13.89 358897 20.0
Hexacosane 14 .64 4.3 ng 80639 6 15.32 379030 20.0
Nonadecane, 9-met... 14.68 23.6 ng 447943 6 15.32 379030 20.0
Hexadecane 14.96 3.4 ng 63876 6 15.32 379030 20.0
unknown15.09 15.09 2.4 ng 45900 6 15.32 379030 20.0
Eicosane, 7-hexyl- 15.39 8.8 ng 166537 6 15.32 379030 20.0
Methoxyacetic aci... 17.14 2.5 ng 46912 6 15.32 379030 20.0
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