LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051119\
Data File : BF114181.D
Aca On : 12 May 2019 3:57 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : K2762-04 P021-SS001-0002-02
ALS Vial : 21 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-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 heiaht area % max. total
1 5.069 505 507 515 rVB 70499 84868 1.53% 0.156%
2 5.481 572 577 580 rBY 5598612 5219713 94.14% 9.583%
3 6.492 744 749 752 rBVY 5701005 5544375 100.00% 10.179%
4 6.628 767 772 775 rBVY 5782934 5434404 98.02% 9.977%
5 6.851 806 810 816 rBVY 2025799 1612036 29.08% 2.959%
6 7.010 833 837 840 rBVY 4501605 3847675 69.40% 7.064%
7 7.410 900 905 908 rBVY 3857610 3475591 62.69% 6.381%
8 8.134 1024 1028 1031 rBV 2144567 1985619 35.81% 3.645%
9 9.204 1206 1210 1213 rBV 5319448 4393853 79.25% 8.066%
10 9.598 1273 1277 1285 rVB 972219 881981 15.91% 1.619%

11 9.886 1322 1326 1334 rVB 2228621 2152468 38.82% 3.952%
12 10.669 1455 1459 1463 rBV 3387699 3247933 58.58% 5.963%

13 10.869 1488 1493 1498 rBv4 34763 63442 1.14% 0.116%
14 11.027 1517 1520 1524 rVB6 56625 63257 1.14% 0.116%
15 11.322 1566 1570 1573 rBV4 55543 86370 1.56% 0.159%

16 11.369 1573 1578 1581 rBV 2370081 2053624 37.04% 3.770%
17 11.822 1651 1655 1658 rBV2 67714 91584 1.65% 0.168%
18 11.898 1664 1668 1671 rBV 1483243 1438905 25.95% 2.642%
19 11.927 1671 1673 1678 rVB 146102 141879 2.56% 0.260%
20 12.580 1781 1784 1786 rBV 187134 168482 3.04% 0.309%

21 12.674 1797 1800 1804 rBV 548614 569491 10.27% 1.046%
22 12.810 1820 1823 1825 rBV 156699 135504 2.44% 0.249%
23 12.951 1843 1847 1850 rBV 3775497 3328477 60.03% 6.111%
24 13.427 1925 1928 1930 rBV2 130884 129680 2.34% 0.238%
25 13.839 1995 1998 2009 rVB2 958257 1278536 23.06% 2.347%

26 14.004 2023 2026 2030 rVB 1788702 1751268 31.59% 3.215%
27 14.168 2052 2054 2058 rVB 275283 225767 4_.07% 0.414%
28 14.480 2104 2107 2112 rVB 488697 534458 9.64% 0.981%
29 14.780 2156 2158 2161 rVB 485722 412284 7.44% 0.757%
30 14.857 2169 2171 2175 rVB 281542 281080 5.07% 0.516%

31 15.121 2213 2216 2219 rVB 759161 736371 13.28% 1.352%

32 15.480 2273 2277 2287 rVB2 1452045 2417696 43.61% 4._.439%
33 15.933 2350 2354 2358 rBV 513289 681882 12.30% 1.252%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051119\
Data File : BF114181.D

Aca On : 12 May 2019 3:57

Operator : JU/SJ

Sample : K2762-04

Misc :

ALS Vial : 21 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\HPCHEM1\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 54470553

8270-BF051019.M Mon May 13 19:20:42 2019

P021-SS001-0002-02
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method

Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

LSC Report - Integrated Chromatogram

Z:\SVOASRVA\HPCHEMI\BNA F\DATA\BF051119\
BF114181.D

12 May 2019 3:57

Ju/sJ

K2762-04

P021-SS001-0002-02

21 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF114181.D

7.01

7.41

6.85

5,07 L J;} I L

0
Time-->

I
2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF114181.D

12.95

10.67

11.37

8.13 9.89

9.60

L_ Jl 10.871.03 1182

0
Time-->

8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF114181.D

14.00 15.48

15.93

0
Time-->

R I
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\HPCHEM1\BNA F\DATA\BF051119\

Data File : BF114181.D

Aca On : 12 May 2019 3:57

Operator : JU/SJ

ﬁ?ggle i K2762-04 P021-55001-0002-02
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 unknown6.63 Concentration Rank 1

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

6.63 67.42 ng 5434400 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 772 (6.628 min): BF114181.D (-767) (-) m/z 132.00 100.00%
132
5000 68
96 DU SR S
40 gy J 6.20 6.40 6.60 6.80 7.00
0 8 A o Tw/z 68.10  41.12%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 M
5000 I LRI I IR L
6.20 6.40 6.60 6.80 7.00
31 51 m/z 134.00 33.97%
01 2
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 620 640 6.60 6.80 7.00
5000 og 116 m/z 66.00 26.42%
| I ”qu .JM Ll .MM-‘-. 198 ..,.1??.
m/z--> 20 40 100 120 140 160 180
Abundance #14491 5-Aminoindole S LA LI LB B
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 15.92%
5000
104
ol 14 27 39 1 77 g | us ‘
m/z--> 20 40 60 80 100 120 140 160 180 6.0 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051119\

Data File : BF114181.D

Aca On : 12 May 2019 3:57

Operator : JU/SJ

ﬁ?ggle i K2762-04 P021-55001-0002-02
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.90 14.01 ng 1438910 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Undecanoic acid 186 C11H2202 000112-37-8 74
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 1668 (11.898 min): BF114181.D (-1664) (-) m/z 43.10 100.00%
78
5000 129
¥ 7 ES 11'60 11.80 12.00 12.20
1 )
o 15 194 128 304 | "m/z 73.00 94.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107549: n-Hexadecanoic acid
60

m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95851: Pentadecanoic acid
43 €]

~

5000 129 LI L L B L L B L
11. 60 11. 80 12. 00 12. 20
#M m/z 60.00 88.68%
04
60

umumnmnm
5000 129 m/z 57.10 76.17%

: I
0...,.‘..4‘..

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #72643: Tridecanoic acid e R BREEE R
43 73 11.60 11.80 12.00 12.20
m/z 55.05 71.64%
5000 129
2
0 S EEEEEEE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11. 60 11. 80 12. 00 12. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051119\

Data File : BF114181.D

Aca On : 12 May 2019 3:57

Operator : JU/SJ

ﬁ?ggle i K2762-04 P021-55001-0002-02
ALS Vial : 21 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 4 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.67 5.55 ng 569491 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Dodecanoic acid 200 C12H2402 000143-07-7 70
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 64
5 Tridecanoic acid 214 C13H2602 000638-53-9 62
Abundance Scan 1799 (12.669 min): BF114181.D (-1797) (-) m/z 43.05 100.00%
48 -
5000
129 202
T 241 12.40 12.60 12.80 13.00
152171 . . ) )
o 222 267 289307 328 352 /2  73.00 28 90%
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
8 7B
5000 129 AR VN SR SRR
97 12.40 12.60 12.80 13.00
185 a1 284 m/z 57.05 78.00%
157 207 |
o ."!'.I L .l.‘. II I SR ————
m/z--> 50 100 150 200 250 300 350
Abundance #95851: Pentadecanoic acid
43 7B
112.40 12.60 12.80 13.00
5000 129 m/z 41.10 70.87%
97 199 242
157
0 |15| “. UI ’JH .IIH.I J,U. Mlul .‘ {. I[].E?(PI ‘I |\2|23| .{ ———— \//JJL\“J
m/z--> 50 100 150 200 250 300 350
Abundance #61123: Dodecanoic acid AR EEEEEEEEE
78 12.40 12.60 12.80 13.00
129 m/z 60.00 68.39%
43 200
5000 157
101
04 -“- ‘-‘|” -‘ ‘-‘ -“-ML -l- l H-“| T -{1-81- NN AN B B B B B B B B B B L B B B B
m/z--> 50 100 150 200 250 300 350 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051119\

Data File : BF114181.D

Aca On : 12 May 2019 3:57

Operator : JU/SJ

ﬁ?ggle i K2762-04 P021-55001-0002-02
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 1-Nonadecene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.84 14.60 ng 1278540 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 95
2 1-Docosene 308 C22H44 001599-67-3 95
3 9-Tricosene. (2)- 322 C23H46 027519-02-4 94
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
5 1-Heneicosanol 312 C21H440 015594-90-8 94
Abundance Scan 1998 (13.839 min): BF114181.D (-1995) (-) m/z 57.10 100.00%
87 g3
5000
302 " 13.60 13.80 14.00 14.20
139 . . .
I 168188208 234256275 330 367 394 m/z 43.10 96 . 19%
m/z--> 50 100 150 200 250 300 350
Abundance #115906: 1-Nonadecene
43 9
69
5000 L B BRI B B
wmwmmmmm
125 m/z 55.10 92.45%
0l15, i ,154 182 210 238 266
m/z--> §0 100 150 260 2éo 300 3éo '
Abundance #151538: 1-Docosene
55
o7 " 13.60 13.80 14.00 14.20
5000 m/z 83.05 81.27%
29
125
oL ,\\,\,IL,J,M pljgssie o ss
m/z--> 50 100 150 200 250 300 350
Abundance #163018: 9-Tricosene, (2)- B B e
55 97 13.60 13.80 14.00 14.20
m/z 97.10 70.99%
5000
125
29 ‘ J 322
ol [‘H | 4193 182 210 238 266 294 |
m/z--> % 1& 1% 2& 2% 3& 3% ' wmwmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051119\

Data File : BF114181.D

Aca On : 12 May 2019 3:57

Operator : JU/SJ

ﬁ?ggle i K2762-04 P021-55001-0002-02
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .17 2.58 ng 225767 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Hexacosane 366 C26H54 000630-01-3 93
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 90
4 Octadecane. 2-methvl- 268 C19H40 001560-88-9 87
5 Nonadecane 268 C19H40 000629-92-5 87
Abundance Scan 2054 (14.168 min): BF114181.D (-2052) (-) m/z 57.10 100.00%
57
5000 85 ﬁw_J\w_,“AMJtQ,V*-A~»~V
13.80 14.00 14.20 14.40
141
ol—38 k| .J.Jl L {08 195 223247 270300 320353 390 440 | sz 43.10  60.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #83025: Hexadecane
57
5000 R DAL UL BRI B B
g5 Bmmmmmmm
29 m/z 71.10 53.99%
0 1] 113 141 169 197 226
m/z--> éo 160 1%0 260 250 360 3%0 460
Abundance #194495: Hexacosane
57
13.80 14.00 14.20 14.40
5000 85 m/z 85.10 39.90%
29
oL | | ) 13,141 169 197 225 253 281 300 337 3%°
m/z--> éo 160 1%0 260 250 360 3%0 460
Abundance #152416: Tridecane, 1-iodo- L LN L B L BN B
57 13.80 14.00 14.20 14.40
m/z 55.10 23.01%
- T ~WVU~AKA~NPJJVAVN~A~“N_Axmwﬁm
28
183
o 3, 155 310
IIII""I""I""I""""I""I""I""I AR AR A A
m/z--> 50 100 150 200 250 300 350 400 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF051119\

Data File : BF114181.D

Aca On : 12 May 2019 3:57

Operator : JU/SJ

ﬁ?ggle i K2762-04 P021-55001-0002-02
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 1-Octadecene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.48 6.10 ng 534458 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 95
2 1-Octadecanesulphonvl chloride 352 C18H37CI102S 1000342-70-4 91
3 Octadecane. 1l-chloro- 288 C18H37ClI 003386-33-2 87
4 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 86
5 E-15-Heptadecenal 252 C17H320 1000130-97-9 83
Abundance Scan 2107 (14.480 min): BF114181.D (-2104) (-) m/z 57.05 100.00%
57
5000 85 \~AMJA__JV_,,J\_,,NAA~J\M.VA,
R DAL AL B B
141 254 14.20 14.40 14.60 14.80
— x h halil 109101 223 97 281304 340 375397 | nz7 43.10  66.35%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104184: 1-Octadecene
57
83
5000 LR BB BRI BRI B
29 111 mmmmmmmm
m/z 71.10 58.96%
o | 1139, 168 196 204 252
m/z--> 50 100 150 260 250 300 3éo 400
Abundance #185101: 1-Octadecanesulphonyl chloride
57 \
14.20 14.40 14.60 14.80
5000 85 m/z 85.05 40.95%
29 05
0..J.J.|m.‘..l.hj3:.3|1(.31...|.... ...28.8|....|....|..
m/z--> 50 100 150 200 250 300 350 400 \
Abundance #134594: Octadecane, 1-chloro- LI L LB L L B
57 14.20 14.40 14.60 14.80
m/z 55.10 38.49Y%
- T M
29
o4l l 1Jm 133‘161 189 217 245 288
m/z--> §o 100 150 260 2éo 360 3éo 400 1450 1440 1460 1480
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051119\
Data File : BF114181.D

Aca On : 12 May 2019 3:57

Operator : JU/SJ

Sample : K2762-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 8 Heptacosane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.78 3.41 ng 412284 Perylene-d12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Hexadecane 226 C16H34 000544-76-3 87
3 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 80
4 2-Bromotetradecane 276 C14H29Br 074036-95-6 72
5 Octacosane 394 C28H58 000630-02-4 68

Abundance Scan 2158 (14.780 min): BF114181.D (-2156) (-) m/z 57.10 100.00%
g7
LN BN BAA SUNLILE I
113 14.40 14.60 14.80 15.00
141
ol d b {7 91 169 107 226 266 307 346 387 415 | o 71 10 65.48%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57
5000 N A AR B
85 14.40 14.60 14.80 15.00
} m/z 43.10 59.60%
0 %9 | 4113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 1éo 200 250 300 350 400
Abundance #83027: Hexadecane
57
14.40 1460 14.80 1500
5000 85 m/z 85.10 47 .19%
29
oLl B 20
m/z--> 50 100 150 200 250 300 350 400
Abundance #125660: Sulfurous acid, 2-ethylhexyl hexyl ester A e
57 14.40 14.60 14.80 15.00
m/z 55.10 21.44%
29 113
S .
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\BF051119\

Data File : BF114181.D

Aca On : 12 May 2019 3:57

Operator : JU/SJ

ﬁ?ggle i K2762-04 P021-55001-0002-02
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Squalene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .86 2.33 ng 281080 Perylene-d12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 83
2 Supraene 410 C30H50 007683-64-9 80
3 3.7.11-Tridecatrienenitrile. 4.8... 231 C16H25N 006006-01-5 72
4 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 68
5 Farnesol isomer a 222 C15H260 1000108-92-4 64
Abundance Scan 2172 (14.862 min): BF114181.D (-2169) (-) m/z 69.10 100.00%
69
41
l 1T7 161 191215 257 281 305326 350 374 399 424 I 14 éd 14 8IOI 15 dd 15 20 .
oL D NPV O O v Dl ol st e L. m/z 81.10 51.94%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215929: Squalene
69
5000 L UL B UL I
14.60 14.80 15.00 15.20
4t m/z 41.10 28.27%
0 L M .%ﬁu " ,[ 161 191 217 244 273 299 341367 410
m/z--> 50 100 1%0 200 250 300 350 400
Abundance #215928: Supraene
69
14.60 14.80 15.00 15.20
5000 m/z 137.10 14.69%
41
‘ 95 137
Ol o L 416 (183 191 217 245 275 209 M 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #86903: 3,7,11-Tridecatrienenitrile, 4,8,12-trimethyl- B EERR Bam e L
69 14.60 14.80 15.00 15.20
m/z 95.10 13.47%
5000
41
136
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\BF051119\

Data File : BF114181.D

Aca On : 12 May 2019 3:57

Operator : JU/SJ

ﬁ?ggle i K2762-04 P021-55001-0002-02
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Tetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.12 6.09 ng 736371 Perylene-di12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 96
2 Nonacosane 408 C29H60 000630-03-5 93
3 Tricosane 324 C23H48 000638-67-5 93
4 Heptacosane 380 C27H56 000593-49-7 90
5 Pentadecane 212 C15H32 000629-62-9 87
Abundance Scan 2216 (15.121 min): BF114181.D (-2213) (-) m/z 57.10 100.00%
57
5000 85 J “
13 14.80 15.00 15.20 15.40
141 304
ol 3 1] nl 169 107219 253276 04 337 367 402424 7T 71 10 65.26W
m/z--> 50 150 200 250 300 350 400
Abundance #175558: Tetracosane
57
85
5000 U AR SN AR DR
Mmmmmmmm
m/z 43.10 63.79%
o33 | J | 1141 169 197 225 253 281 3pg 338
m/z--> 50 100 150 260 250 360 3éo 460
Abundance #215180: Nonacosane
57
14.80 15.00 15.20 15.40
5000 85 m/z 85.10 45.16%
113
LI L)) 16 197 225 253 281 300 337 365 408
m/z--> 55 160 1éo 260 250 360 3éo 460
Abundance #164577: Tricosane BRI B E
57 14.80 15.00 15.20 15.40
m/z 55.05 24 .43Y%
o i W
29 324
LTI 100 1022 o o
m/z--> 5'0 100 1éo 2(')0 250 300 3éo 4(')0 14. 80 15. 00 15. 20 15. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051119\
Data File : BF114181.D

Aca On : 12 May 2019 3:57

Operator : JU/SJ

Sample : K2762-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.93 5.64 ng 681882 Perylene-di12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 93
2 Tetracosane 338 C24H50 000646-31-1 93
3 Octacosane 394 C28H58 000630-02-4 93
4 Heneicosane 296 C21H44 000629-94-7 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 87
Abundance Scan 2353 (15.927 min): BF114181.D (-2350) (-) m/z 57.10 100.00%
57
R N BN SRR UGS
141 15.60 15.80 16.00 16.20
oLt ,l. -.J.“, M 109 107 239 271202316341365389 418441 | /77 71.10  61.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57
5000 R SR RN UL UL
85 15.60 15.80 16.00 16.20
m/z 43.10 58.50%
0 %? (113 141 169 197 225 253 281 323 351 380
L S DAL UL SURLELELN SRR UL SR SRR
m/z--> 50 100 150 200 250 300 350 400
Abundance #175558: Tetracosane
57
o5 15.60 15.80 16.00 16.20
5000 m/z 85.10 45 _46%
113
o2 i )| ﬂ | JY]* 169 197 225 253 281 309 338
m/z--> 50 100 150 260 250 300 350 400 '
Abundance #209566: Octacosane O B B B
57 15.60 15.80 16.00 16.20
m/z 55.10 20.64%
5000 85 mj\“wN/“NV”\MAf\»wwf\MWﬂM/
29
oL ] | (113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 1%0 200 250 300 350 400 ' 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF051119\

Data File : BF114181.D

Acg On : 12 May 2019  3:57

Operator : JU/SJ

3?22'6 i K2762-04 P021-SS001-0002-02
ALS Vial : 21 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]
unknown6 .63 6.63 67.4 ng 5434400 1 6.85 1612040 20.0
n-Hexadecanoic acid 11.90 14.0 ng 1438910 4 11.37 2053620 20.0
Octadecanoic acid 12.67 5.5 ng 569491 4 11.37 2053620 20.0
1-Nonadecene 13.84 14.6 ng 1278540 5 14.01 1751270 20.0
Hexadecane 14.17 2.6 ng 225767 5 14.01 1751270 20.0
1-Octadecene 14.48 6.1 ng 534458 5 14.01 1751270 20.0
Heptacosane 14.78 3.4 ng 412284 6 15.48 2417700 20.0
Squalene 14.86 2.3 ng 281080 6 15.48 2417700 20.0
Tetracosane 15.12 6.1 ng 736371 6 15.48 2417700 20.0
Heneicosane 15.93 5.6 ng 681882 6 15.48 2417700 20.0
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