LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF051019\
Data File : BF114130.D
Acq On : 10 May 2019 19:41 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?2?6 - ferba-07 P021-SS001-1218-01
ALS Vial : 8 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-BF051019.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 2.140 3 9 16 rVB 1732876 2261955 30.44% 3.266%
2 5.481 572 577 580 rBvY 7506004 7119978 95.81% 10.281%
3 6.486 743 748 751 rBV 6883942 7431543 100.00% 10.731%
4 6.628 767 772 775 rBV 7729194 7215240 97.09% 10.418%
5 6.851 807 810 814 rBV 2575537 2062923 27.76% 2.979%
6 7.010 833 837 840 rBV 6460883 5502415 74.04% 7.945%
7 7.410 900 905 908 rBV 5055159 4665228 62.78% 6.736%
8 8.133 1024 1028 1031 rBV 2784923 2450276 32.97% 3.538%
9 9.204 1206 1210 1213 rBV 7176787 6389446 85.98% 9.226%
10 9.592 1273 1276 1280 rBV 1079360 978510 13.17% 1.413%

11 9.886 1322 1326 1329 rBV 2497298 2237054 30.10% 3.230%
12 10.668 1455 1459 1463 rBV 3900929 3478969 46.81% 5.023%
13 11.368 1574 1578 1581 rBV 2304272 1996525 26.87% 2.883%
14 11.898 1664 1668 1677 rBV 927546 1041971 14.02% 1.505%
15 12.580 1781 1784 1786 rBV 137969 130191 1.75% 0.188%

16 12.680 1797 1801 1804 rBV 303992 352678 4._75% 0.509%
17 12.804 1819 1822 1825 rBV 193196 168431 2.27% 0.243%
18 12.951 1843 1847 1850 rBV 5002416 4398461 59.19% 6.351%
19 13.527 1943 1945 1951 rVB3 74218 84880 1.14% 0.123%
20 13.857 1997 2001 2009 rBV 722695 1006276 13.54% 1.453%

21 14.015 2023 2028 2031 rBV 2319808 2164770 29.13% 3.126%
22 14.186 2055 2057 2063 rVB 179873 182633 2.46% 0.264%
23 14.509 2109 2112 2117 rBV 387554 392964 5.29% 0.567%
24 14.827 2163 2166 2169 rVB 447115 423135 5.69% 0.611%
25 14.898 2175 2178 2186 rVB 725623 787504 10.60% 1.137%

26 15.162 2220 2223 2226 rBV 564803 626692 8.43% 0.905%
27 15.509 2278 2282 2285 rBV 1635859 1961491 26.39% 2.832%
28 15.545 2285 2288 2294 rVB 563571 736593 9.91% 1.064%
29 15.986 2358 2363 2367 rBV 437738 703870 9.47% 1.016%
30 16.486 2445 2448 2453 rVB 212336 303627 4_.09% 0.438%

Sum of corrected areas: 69256229
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF051019\

Data File : BF114130.D

Acq On : 10 May 2019 19:41

Operator : JU/SJ

ﬁ?ggle i K2762-07 P021-SS001-1218-01
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF114130.D
7000000 6.49
7.01

6000000
5000000 ral
4000000
3000000 6.85
2000000p.14

1000000

7t

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: BF114130.D

7000000

6000000
12.95
5000000

4000000 10.67

3000000 8.13
9.89 11.37

2000000

9.59
1000000 11.90

12539880

ot e e e e e

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: BF114130.D

7000000
6000000
5000000
4000000
3000000 14.02
2000000

1000000

O

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

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF051019\

Data File : BF114130.D

Acq On : 10 May 2019 19:41

Operator : JU/SJ

ﬁ?ggle i K2762-07 P021-SS001-1218-01
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.14 21.93 ng 2261960 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
4 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 37
51,3- Dloxolane 2-methyl- 88 C4H802 000497-26-7 25

Abundance Scan 9 (2.140 min): BF114130.D (-3) (-) m/z 73.05 100.00%
7B
5000 43 ]\
o5 87 B
2.20 2.30 2.40 2.50 2.60
Ob e Sl 68 1L 8L e8| Tm/z 43.05  44.79%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 URAN SRR AN LA LA
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.05 30.86%
I
mz-> 20 30 40 s'o 60 70 8 90 100 110 120 130
Abundance
73
87 USRS A UL UL
2.20 2.30 2.40 2.50 2.60
5000 41 55 m/z 87.05 24.68%
29
0 47 67 | 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1997: Silane, tetramethyl- R EmmmmmETaE SRR
73 2.20 2.30 2.40 2.50 2.60
m/z 41.05 14.70%
5000 \
29 37 \\ 53 59 65 |, 80 88
m/z--> 20 3'0 40 50 60 70 80 90 100 110 120 130 220 2.30 240 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051019\
Data File : BF114130.D

Acq On : 10 May 2019 19:41

Operator : JU/SJ

Sample : K2762-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2 unknown6.63 Concentration Rank 1

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

6.63 69.95 ng 7215240 1,4-Dichlorobenzene-d4 6.85
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 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 772 (6.628 min): BF114130.D (-767) (-) m/z 132.00 100.00%
5000 68
620 640 6.60 6.80 7.00
0 B E e m/z 68.05 43.45%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 I IR LN IR LA
6.20 6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 35.45%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.00 27.61%
41 97
53
29 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl A B R REE
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.05 16.69%
5000 og M°
o -‘-“‘. 89 I‘;ﬂm,\,\‘l,,m, s 189 S | |
m/z--> 40 60 80 100 120 140 160 180 6.0 640 6.60 6.80 7.00

8270-BF051019.M Mon May 13 15:16:08 2019

P021-SS001-1218-01
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF051019\

Data File : BF114130.D

Acq On : 10 May 2019 19:41

Operator : JU/SJ

ﬁ?ggle i K2762-07 P021-SS001-1218-01
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.90 10.44 ng 1041970 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 62
5 n-Decanoic acid 172 C10H2002 000334-48-5 60
Abundance Scan 1668 (11.898 min): BF114130.D (-1664) (-) m/z 43.10 100.00%
4 60 73
5000 129
97 213 S e
115 143157171135199 007 256 11%0 11%0 1500 1250
Ol m/z 73.00 90.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 L B BN S SULR
nmnmnmnm
m/z 60.00 86.28%
ﬂji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 T T
nmnmnmnm
5000 129 m/z 57.05 75.73%
29 87 185
115 143 __171 228
011 v - R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R R e
43 60 73 11.60 11.80 12.00 12.20
m/z 41.05 73.22%
5000 129
29
199
L#“ 143157171185 242
015 I BB EE s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF051019\

Data File : BF114130.D

Acq On : 10 May 2019 19:41

Operator : JU/SJ

ﬁ?ggle i K2762-07 P021-SS001-1218-01
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.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 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.68 3.53 ng 352678 Phenanthrene-d10 11.37
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 Dodecanoic acid 200 C12H2402 000143-07-7 81
4 Pentadecanoic acid 242 C15H3002 001002-84-2 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 1801 (12.680 min): BF114130.D (-1797) (-) m/z 43.00 100.00%
43 73
12.40 12,60 12.80 13.00
(o} m/z 73.00 87.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131261: Octadecanoic acid
43 | 78
5000 129 T T T T T T T T T T T T T
12. 40 12 60 12. 80 13. 00
m/z 57.05 82.98%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43 60
12.'40 12.|60 12.|80 13.'00
5000 129 m/z 60.00 78.94%
83
101 157 185 213 256
o 239
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #61121: Dodecanoic acid ol B R e S
78 12.40 12.60 12.80 13.00
m/z 41.05 75.20%
43
5000
129
) 157 200
iy |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12. 40 12 60 12. 80 13. 00

8270-BF051019.M Mon May 13 15:16:10 2019 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051019\
Data File : BF114130.D

Acq On : 10 May 2019 19:41

Operator : JU/SJ

Sample : K2762-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 6 1-Nonadecene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.86 9.30 ng 1006280  Chrysene-d12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 1-Nonadecene 266 C1OH38 018435-45-5 98
2 9-Tricosene, (2)- 322 C23H46 027519-02-4 95

3 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 94
4 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 94
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
Abundance Scan 2002 (13.862 min): BF114130.D (-1997) (-) m/z 57.10 100.00%
57
83
>0 J*//t,_/\\_,
H U U BN SURIURN SR
139 230 13.60 13.80 14.00 14.20
o3 L J'.l. 09 190 s 8 s m/z 43.10 84.70%
m/z--> 50 100 150 200 250 300 350
Abundance #115906: 1-Nonadecene
43 97
69
5000 LR UM B UL IR
13.60 13.80 14.00 14.20
125 m/z 55.05 65.61%
0 15 \‘ ‘ \‘\ H‘ \‘ ‘ } 154 182 210 238 266
m/z--> 50 100 150 200 250 300 350
Abundance
55 97
1360 13.80 14.00 14.20
5000 m/z 83.10 54 _62%
125
29 322
o 77 153 182 210 238 266 294
m/z--> 50 100 150 200 250 300 350
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester R EEE RS e
57 13.60 13.80 14.00 14.20
97 m/z 97.05 50.85%
5000
29 125
oL \\} 154 182 210 238 283 384
m/z--> 50 100 150 2(')0 250 300 350 13.60 13.80 14.00 14.20

8270-BF051019.M Mon May 13 15:16:11 2019

P021-SS001-1218-01
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF051019\

Data File : BF114130.D

Acq On : 10 May 2019 19:41

Operator : JU/SJ

ﬁ?ggle i K2762-07 P021-SS001-1218-01
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.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 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .51 3.63 ng 392964 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Octadecane 254 C18H38 000593-45-3 90
3 Octacosane 394 C28H58 000630-02-4 87
4 Octadecane, 2-methyl- 268 C19H40 001560-88-9 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 2112 (14.509 min): BF114130.D (-2109) (-) m/z 57.05 100.00%
57
5000 85 _,,NA_,,W,*~ﬂuM*W~VJ\«»J~
UL R DU UL B
113 14.20 14.40 14.60 14.80
141 254
| — A I J7a 1 169103 225 284 206315 341 370 397 145G 70.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 R AR DAL B B
Mmmmmmmm
m/z 71.10 59.55%
29 113
0 \‘ l h H\ ‘hw h‘ u‘ l 1ﬁ1 169 197 225 253 296
m/z--> §0 160 1%0 260 2éo 360 3%0 460
Abundance
57
14.20 14.40 14.60 14.80
5000 85 m/z 85.10 44.07%
29
o 13 14 169 197 225 254
m/z--> §0 160 1%0 260 2%0 300 3%0 460
Abundance #209566: Octacosane R AR AR
57 14.20 14.40 14.60 14.80
m/z 55.10 26.66%
- T NANV\'AW\/M
29
ol 1] ] | | 1 141 169 197 225 253 281 309 337 365 394
m/z--> 5'0 1(')0 1&1;0 2(')0 25'30 3(')0 3&1,0 4(')0 14 20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF051019\

Data File : BF114130.D

Acq On : 10 May 2019 19:41

Operator : JU/SJ

ﬁ?ggle i K2762-07 P021-SS001-1218-01
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.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 Pentacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .83 4_.31 ng 423135 Perylene-d12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 96
2 Triacontane 422 C30H62 000638-68-6 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2167 (14.833 min): BF114130.D (-2163) (-) m/z 57.10 100.00%
57
5000 85

14.60 14.80 15.00 15.20

113
J [ 141 169 203226248 286307 347 376398

ol b Bl 07 209226290 | 286307 o017 378398 m/z 43.10 58.64%
miz--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
57
5000 85 LA B L L L L L L
14.60 14.80 15.00 15.20
13 m/z 71.10 56.92%
ol 220 Ly [T 169 211 230 267 205 323 352
i b P e
miz--> 50 100 150 200 250 300 350 400
Abundance
57
e e S AR S S S
14.60 14.80 15.00 15.20
5000 85 m/z 85.10 43.12%
113
o2 141 169 197 225 253 281 309 337 365 393 422
St S B /! B P AR A e A LR RIS B
miz--> 50 100 150 200 250 300 350 400
Abundance #94344: Heptadecane T e e
57 14.60 14.80 15.00 15.20
m/z 99.05 18.08%
5000 85
29
ol /113 141 169 197 240
—— T R R e AR BAR
miz--> 50 100 150 200 250 300 350 400 1460 1480 15.00 15.20

8270-BF051019.M Mon May 13 15:16:13 2019 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF051019\

Data File : BF114130.D

Acq On : 10 May 2019 19:41

Operator : JU/SJ

ﬁ?ggle i K2762-07 P021-SS001-1218-01
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.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 Supraene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.90 8.03 ng 787504 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Squalene 410 C30H50 000111-02-4 91
3 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 72
4 1,5,9-Decatriene, 2,3,5,8-tetram... 192 C14H24 230646-72-7 64
5 Trideca-1,7,11-triene-1,1-dicarb... 270 C18H26N2 1000161-46-0 53
Abundance Scan 2178 (14.898 min): BF114130.D (-2175) (-) m/z 69.10 100.00%
69
5000
41
9||5 1 137 175197217 256 284304 341 367 391 14601480 1500 15.20__
ol g L AP STR9727 296 281304 5L 36Tl m/z 81.10 54.58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
5000 L B SULLLE UL UL
14.60 14.80 15.00 15.20
41 o 137 m/z 41.10 32.11%
oLl L L7 | (168 191 247 245 273 209 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
14.60 14,80 15.00 15.20
s000] 4L m/z 95.10 14.08%
9% 137
ol b b L 57 ) J€1 191247 273299 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol B B A Eame
69 14.60 14.80 15.00 15.20
m/z 68.05 12.00%
5000
41
95 137
oL L, J luws  Ses A
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\HPCHEMI\BNA_F\DATA\BF051019\

Data File : BF114130.D

Acq On : 10 May 2019 19:41

Operator : JU/SJ

ﬁ?ggle i K2762-07 P021-SS001-1218-01
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.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 Heptacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.16 6.39 ng 626692 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 98
2 Octacosane 394 C28H58 000630-02-4 98
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heptadecane 240 C17H36 000629-78-7 87
5 Docosane 310 C22H46 000629-97-0 86
Abundance Scan 2223 (15.162 min): BF114130.D (-2220) (-) m/z 57.10 100.00%
57
5000 85
113 14:80 15.00 15.20 1540
141
ot L ATy 24 109 107218230262 301 342 370 398 | n 43,10 61.06%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57
5000 LR DA UL B UL B
85 14,80 15.00 15.20 15.40
m/z 71.10 59.48%
0 ??‘ || 118 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
14:80 15.00 15.20 1540
5000 a5 m/z 85.10 42 .53%
29
o 113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane e ALE B e
57 14.80 15.00 15.20 15.40
m/z 55.00 21.38%
85
5000
29 113
ol L L J 141 169 197 225 253 296
m/z--> 5'0 100 1&1;0 200 250 300 350 400 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051019\
Data File : BF114130.D

Acq On : 10 May 2019 19:41

Operator : JU/SJ

Sample : K2762-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 11 Docosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.99 7.18 ng 703870 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 95
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
3 Nonacosane 408 C29H60 000630-03-5 93
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 91

Abundance Scan 2364 (15.992 min): BF114130.D (-2358) (-) m/z 57.10 100.00%
57
5000 85 ,j\“*rvdx,x,\,}\F\“,M,N,wvvhv/
LN IR AR SR B
113 449 15.60 15.80 16.00 16.20 16.40
ol .l, AL Tt 160 107 225045 281 308 337358382 4310 62.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #153223: Docosane
57
5000 85 AR U R BRI B
15.60 15.80 16.00 16.20 16.40
113 m/z 71.10 62.26%
oL Ll 188 211 230 gg7 310
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
15.60 15.80 16.00 16.20 16.40
5000 85 m/z 85.10 43.78%
113 __154
ol b by 339 ) 188 211 239 281
m/z--> 50 100 150 200 250 300 350 400
Abundance #215180: Nonacosane T e
57 15.60 15.80 16.00 16.20 16.40
m/z 55.05 21.79%
1 J\wmfwwmwﬂA\waWumj
5000
29 18 14
oL L] 1T 169 197 225 253 281 300 337 365 408
m/z--> 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20 16.40

8270-BF051019.M Mon May 13 15:16:16 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051019\
Data File : BF114130.D

Acq On : 10 May 2019 19:41

Operator : JU/SJ

Sample : K2762-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 12 Tetracosane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
16.49 3.10 ng 303627 Perylene-d12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 94
2 Docosane 310 C22H46 000629-97-0 93
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
4 Nonacosane 408 C29H60 000630-03-5 90
5 Pentacosane 352 C25H52 000629-99-2 90

Abundance Scan 2449 (16.492 min): BF114130.D (-2445) (-) m/z 57.10 100.00%
57
2000 \/\Wj\k,w__\
(1 16.20 16,40 16.60 16.80
141 183 : : : :
ol bl W o 209 240206 309 840 872 402427 | nmjz 71.10 62.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane
57
5000 85 LN BN ISR BULILN R
mmmmmmmm
29 m/z 43.10 57 .24%
113
ol || h‘“ i d 141 169 197 225 253 281 309 338
m/z--> 55 100 150 260 250 300 3%0 460
Abundance
57
16.20 16,40 16.60 16.80
5000 85 m/z 85.10 42 .42%
. U3 141 183 511 939 y57 310
miz-> 50 100 150 200 250 300 350 400
Abundance #100330: 2-Bromo dodecane R e ABARE
57 16.20 16.40 16.60 16.80
m/z 55.05 27 .18%
5000 8 Ww
29 113 169
ol by |7 140 | 248
m/z--> % 1& ﬁo ﬁ 2% ﬁo ﬁ)4& 1wmmm%mmo
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF051019\

Data File : BF114130.D

Acq On : 10 May 2019 19:41

Operator : JU/SJ

3?22'6 i K2762-07 P021-SS001-1218-01
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019_.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... 2.14 21.9 ng 2261960 1 6.85 2062920 20.0
unknown6 .63 6.63 70.0 ng 7215240 1 6.85 2062920 20.0
n-Hexadecanoic acid 11.90 10.4 ng 1041970 4 11.37 1996530 20.0
Octadecanoic acid 12.68 3.5 ng 352678 4 11.37 1996530 20.0
1-Nonadecene 13.86 9.3 ng 1006280 5 14.02 2164770 20.0
Heneicosane 14.51 3.6 ng 392964 5 14.02 2164770 20.0
Pentacosane 14.83 4.3 ng 423135 6 15.51 1961490 20.0
Supraene 14.90 8.0 ng 787504 6 15.51 1961490 20.0
Heptacosane 15.16 6.4 ng 626692 6 15.51 1961490 20.0
Docosane 15.99 7.2 ng 703870 6 15.51 1961490 20.0
Tetracosane 16.49 3.1 ng 303627 6 15.51 1961490 20.0
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