LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\

Data File : BF119621.D

Aca On : 28 Mar 2020 17:16 Instrument :

Operator : CG/JU E?Afs el
- _ lentosampleld :

3?22'6 : L-2035-03 FK-GF-02-054-B

ALS Vial : 51 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-BF031820.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.128 3 7 12 rVB 349990 446620 5.11% 0.478%
2 2.234 21 25 31 rBv2 161749 203880 2.33% 0.218%
3 5.057 496 505 513 rBV 677603 909499 10.41% 0.973%
4 5.457 567 573 576 rBY 7833869 8733398 100.00% 9.344%
5 6.463 738 744 747 rBV 7014852 8621398 98.72% 9.224%
6 6.834 804 807 811 rBVY 2579278 2164174 24.78% 2.315%
7 6.993 830 834 837 rBVY 7098537 6479574 74.19% 6.933%
8 7.398 897 903 906 rBY 5222894 5457573 62.49% 5.839%
9 8.122 1021 1026 1028 rBV 3024929 2620098 30.00% 2.803%
10 8.698 1120 1124 1130 rBv2 170599 170794 1.96% 0.183%

11 9.198 1204 1209 1212 rBV 8633988 8613778 98.63% 9.216%
12 9.592 1272 1276 1280 rBV 513192 449214 5.14% 0.481%
13 9.734 1296 1300 1305 rVB 84958 108344 1.24% 0.116%
14 9.881 1318 1325 1328 rBV 3180418 2930566 33.56% 3.135%
15 9.910 1328 1330 1333 rVB 147315 115924 1.33% 0.124%

16 10.081 1355 1359 1363 rBV2 123268 121690 1.39% 0.130%
17 10.422 1414 1417 1424 rBV 106079 109092 1.25% 0.117%
18 10.669 1454 1459 1462 rBV 5061795 4692438 53.73% 5.021%
19 10.786 1476 1479 1484 rVB3 114823 144723 1.66% 0.155%
20 11.233 1549 1555 1558 rBv4 89508 127121 1.46% 0.136%

21 11.263 1558 1560 1565 rVB2 89820 88398 1.01% 0.095%
22 11.363 1574 1577 1580 rBV 2695354 2484347 28.45% 2.658%
23 11.386 1580 1581 1585 rVV 909836 609673 6.98% 0.652%
24 11.439 1585 1590 1593 rVB 233970 228399 2.62% 0.244%
25 11.592 1611 1616 1619 rBV 98870 121068 1.39% 0.130%

26 11.763 1642 1645 1651 rVB2 76611 92356 1.06% 0.099%
27 11.869 1659 1663 1665 rBV 137409 152137 1.74% 0.163%
28 11.898 1665 1668 1674 rVV 2419867 2191859 25.10% 2.345%
29 11.980 1678 1682 1684 rBV2 195131 191642 2.19% 0.205%
30 12.069 1694 1697 1700 rVB2 105178 91661 1.05% 0.098%

31 12.416 1753 1756 1759 rBV 109063 106318 1.22% 0.114%
32 12.451 1759 1762 1763 rVV2 222400 208671 2.39% 0.223%
33 12.469 1763 1765 1768 rVB3 382243 322968 3.70% 0.346%
34 12.580 1780 1784 1786 rBV 1325852 1195610 13.69% 1.279%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\

Data File : BF119621.D

Aca On : 28 Mar 2020 17:16 Instrument :

Operator : CG/JU E?Afs el
- _ lentosampleld :

3?22'6 : L-2035-03 FK-GF-02-054-B

ALS Vial : 51 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF031820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.604 1786 1788 1796 rVB5 175777 262163 3.00% 0.280%

36 12.686 1798 1802 1808 rBV 1220589 1372337 15.71% 1.468%
37 12.780 1815 1818 1819 rBV 337486 320373 3.67% 0.343%
38 12.810 1820 1823 1825 rVB 1061993 955535 10.94% 1.022%
39 12.957 1844 1848 1851 rBV 6446090 5865163 67.16% 6.275%
40 13.133 1876 1878 1881 rVB 192961 186789 2.14% 0.200%

41 13.204 1885 1890 1892 rBV3 189777 260670 2.98% 0.279%
42 13.239 1893 1896 1898 rBV2 138719 122657 1.40% 0.131%
43 13.433 1927 1929 1934 rBV5 126858 136699 1.57% 0.146%
44 13.486 1935 1938 1941 rVB 207563 168609 1.93% 0.180%
45 13.533 1943 1946 1949 rVB 167502 138182 1.58% 0.148%

46 13.863 1999 2002 2011 rVB3 922635 1260228 14.43% 1.348%
47 14.010 2022 2027 2029 rBV2 2152337 2617301 29.97% 2.800%
48 14.033 2029 2031 2037 rVB 677929 535807 6.14% 0.573%
49 14.180 2052 2056 2061 rBV 1158924 1116702 12.79%% 1.195%
50 14.486 2104 2108 2111 rBV 1981148 1848887 21.17% 1.978%

51 14.516 2111 2113 2116 rBV4 171059 212592 2.43% 0.227%
52 14.792 2156 2160 2164 rBV 2534593 2436758 27.90% 2.607%
53 15.045 2200 2203 2206 rBV 564448 751657 8.61% 0.804%
54 15.133 2214 2218 2224 rBV 2528250 2886093 33.05% 3.088%
55 15.345 2252 2254 2261 rVB2 351828 480974 5.51% 0.515%

56 15.410 2262 2265 2269 rVV 444630 544951 6.24% 0.583%
57 15.474 2272 2276 2279 rVV 1313610 1594847 18.26% 1.706%
58 15.515 2279 2283 2290 rVB 2012799 2735037 31.32% 2.926%
59 15.957 2353 2358 2363 rBV 1378012 2088199 23.91% 2.234%
60 16.462 2440 2444 2456 rVB2 634569 1260568 14.43% 1.349%

Sum of corrected areas: 93464783
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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\BF032720\

BF119621.D

28 Mar 2020 17:16

CG/JuU

L2035-03

51 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

8000000

6000000

4000000

2000000

TIC: BF119621.D
5.46

5.06

6.46 6.99

6.83

7.40

0
Time-->

I
4.50 5.00

Abundance

8000000

6000000

4000000

2000000

TIC: BF119621.D

10.67

9.88
812 11.36

11.90

9.59

9.739.910.08  10.42

12.96

0
Time-->

11.50

11.00

T
10.00

I
9.50 10.50

12.00

12.50

13.00

Abundance

8000000

6000000

4000000

2000000

TIC: BF119621.D

14.79 1513

14.01 14.49
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119621.D

Aca On : 28 Mar 2020 17:16

Operator : CG/JU

Sample : L2035-03

Misc :

ALS Vial : 51 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 13

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

2.13 4.13 ng 446620 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 43
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 38
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 17

Abundance Scan 7 (2.128 min): BF119621.D (-3) (-) m/z 73.05 100.00%
73.0
5000 43.0
55.0
8r.0 U L A S U
| ‘ 2.20 2.30 2.40 2.50
S X RPN N R m/z 43.00  48.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
43.0 2.20 2.30 2.40 2.50
550 87.0 m/z 55.00 34.59%
29.0
0 L AN .
R S SO SUILIL SULELL SURILS SO UL UL SIS L R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8392: 3-Pentanol, 2,4-dimethyl-
73.0
220 230 240 250
5000 550 m/z 87.05 24 .64%
430 |
27.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13743: 2,2,4—Trimethy|—3—pentano| LA L L I B L NN B
73.0 2.20 2.30 2.40 2.50
m/z 41.00 13.83%
410 55 87.0
5000
29.0
o..w}ﬁqw.”,”.w”.w.”.“.”,”.w.”.“?ﬁ?”.w.”.“.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 2.20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119621.D

Aca On : 28 Mar 2020 17:16

Operator : CG/JU

Sample : L2035-03

Misc :

ALS Vial : 51 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 11

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

5.06 8.41 ng 909499 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 505 (5.057 min): BF119621.D (-496) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 RS SARRE LA AL B
4.80 5.00 5.20 5.40
obrrrethal B0 2011 7o 59.00 . 60. 19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL SRR R RN
4.80 5.00 5.20 5.40
59.0 m/z 58.00 16.47%
27|'0 Ll 83.0 1010
O e o I e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
4.80 5.00 5.20 5.40
5000 m/z 101.00 16.25%
41.0
101.0
0"'?%p”hh"wb"'|“"|"“|"'w""w"'|“"l"“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8344: 3-Hexanol, 4-methyl- R e A mmam o
59.0 4.80 5.00 5.20 5.40
m/z 41.05 8.72%
5000 41.0
P
0'%g?“h'wm'“ﬂi'k'|'L"w"'|"'w""|'“'|""l“"
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119621.D

Aca On : 28 Mar 2020 17:16

Operator : CG/JU

Sample : L2035-03

Misc :

ALS Vial : 51 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.90 17.65 ng 2191860 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Undecanoic acid 186 C11H2202 000112-37-8 64
Abundance Scan 1668 (11.898 min): BF119621.D (-1665) (-) m/z 60.00 100.00%
60.0
5000
129.1
85.0 192.1 e
1571 297 2 256.3 11.60 11.80 12.00 12.20
0 : 202 3294 "m/z 43.05 96.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
5000 256.0 AR AR
11.60 11.80 12.00 12.20
213.0 m/z 72.95 95.16%
157.0 185.0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #72643: Tridecanoic acid
430 | 730
11!60 11)80 12!00 12fzo
5000 129.0 m/z 57.05 86.95%
171.0
‘ 98.0 214.0
olasol. [l |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95854: Pentadecanoic acid S T
43.0 ,73.0 11.60 11.80 12.00 12.20
m/z 55.00 76.62%
5000
129.0 242.0
m/z--> ”%%kdmmnmmmmmmmmmmmmmm ﬁ%ﬁ%ﬂ@ﬂﬁ”
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119621.D

Aca On : 28 Mar 2020 17:16

Operator : CG/JU

Sample : L2035-03

Misc :

ALS Vial : 51 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 11-Octadecenoic acid, methy... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.47 2.60 ng 322968 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 99
2 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 99
3 9-Octadecenoic acid. methvl ester 296 C19H3602 002462-84-2 99
4 trans-13-Octadecenoic acid. meth... 296 C19H3602 1000333-61-3 99
5 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 98
Abundance Scan 1765 (12.469 min): BF119621.D (-1763) (-) m/z 55.00 100.00%
SR UL SN BN B
12.20 12.40 12.60 12.80
o 3030 m/z 41.00 60.91%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141313: 11-Octadecenoic acid, methyl ester, (2)-
5000 BRSNS SN BN B
12.20 12.40 12.60 12.80
m/z 69.10 51.77%
296.0
0‘
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141309: 9-Octadecenoic acid, methyl ester, (E)-
58.0
1220 12,40 12.60 12.80
5000 3.0 m/z 74.00 50.38%
29.0
264.0
“1370 1800 2220 296.0
0‘
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141275: 9-Octadecenoic acid, methyl ester
58.0 12.20 12.40 12.60 12.80
m/z 83.10 46.80%
5000
296.0
01 T e
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12!20 12)40 12!60 12!80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119621.D

Aca On : 28 Mar 2020 17:16

Operator : CG/JU

Sample : L2035-03

Misc :

ALS Vial : 51 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 6 Octadecanoic acid Concentration Rank 8

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

12.69 10.49 ng 1372340 Chrysene-di12 14.01

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 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance m/z 43.05 100.00%

Scan 1803 (12.692 min): BF119621.D (-1798) (-)

73.0
5000
T T T T
12.40 12.60 12.80 13.00
0 m/z 73.00 93.66%
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
43.0,,73.
5000 129.0 L e e LA
12. 40 12 60 12. 80 13 00
0
" 185.0 2410  284.0 m/z 59.95 93.21%
0 0 O L T N
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60.0
12.40 12.60 12.80 13.00
5000 129.0 m/z 57.05 93.20%
H H97 0 157 0 185 02130  256.0
oLty {J““.H N R
m/z--> 50 150 200 250 300 350
Abundance #95851: Pentadecanoic acid I B
43.0 73.0 12.40 12.60 12.80 13.00
m/z 55.00 82.97%
5000 129.0
199.0
i HP‘i O L
otz L 2 5 U I i P o e
m/z--> 50 150 200 250 300 350 12. 40 12 60 12. 80 13 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119621.D

Aca On : 28 Mar 2020 17:16

Operator : CG/JU

Sample : L2035-03

Misc :

ALS Vial : 51 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Oxalic acid, isobutyl tetra... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.86 9.63 ng 1260230 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. isobutvl tetradecvl... 342 C20H3804 1000309-37-9 87
2 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 87
3 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 76
4 Octadecane. 1-chloro- 288 C18H37ClI 003386-33-2 76
5 Oxalic acid, isobutyl pentadecyl... 356 C21H4004 1000309-38-0 68
Abundance Scan 2002 (13.863 min): BF119621.D (-1999) (-) m/z 57.00 100.00%
57.0
e _dxkAv_,_#,_A\~,_,_vﬂv_,_
\ p7 U ISR BN SUNURN SR
1271 13.60 13.80 14.00 14.20
ol J\.', Jrr, 1690 21512461 2923 3451 3842 m/z 43.10 64.75%
m/z--> 50 100 150 200 250 300 350 400
Abundance #178452: Oxalic acid, isobutyl tetradecy! ester
57.0
5000 L SN B SULRUL I
13.60 13.80 14.00 14.20
970 m/z 71.10 52.31%
- 241.0
o210k L JJ Ll gze0 sseorro T
m/z--> 50 100 150 200 250 300 350 400
Abundance #200449: Sulfurous acid, octadecyl 2-propy! ester
43.0
o o 13.60 13.80 14.00 14.20
5000 : m/z 55.00 48.81%
25.0
ol ‘ ] ﬂ | 155.0 224 0253 0 M\}M»
m/z--> 50 100 150 200 2éo 300 350 400
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester e  RRRaE Bam s
57.0 13.60 13.80 14.00 14.20
m/z 85.10 33.94%
5000
97.0
o 27}0“ ” H L J126 0155.0 2240 269.0
m/z--> 5'0 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119621.D

Aca On : 28 Mar 2020 17:16

Operator : CG/JU

Sample : L2035-03

Misc :

ALS Vial : 51 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Octacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.18 8.53 ng 1116700 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 93
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Octadecane 254 C18H38 000593-45-3 90
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 90
Abundance Scan 2056 (14.180 min): BF119621.D (-2052) (-) m/z 57.00 100.00%
57.0
5000 A LQ_,_
o 141.1 197.2 2421 300.1 347.1388.2426.3 512.4 13. éd Il;‘ dd Il;‘ ZIOI Il;‘ 4IOI ”I”
ob b g 38D 19722421 3001 347.138824263 5124 ns5 43710 56.97Y%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #209565: Octacosane
5000 A R SRR DU R
13 80 14. 00 14 20 14.40
fgo m/z 71.10 54 _.32%

o bl L] 11018202250 2810 570 ses0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #175557: Tetracosane
57.0
_rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rﬁ

13.80 14.00 14.20 14.40

5000 m/z 85.10 40.58%
9.0
ol | ;141.0183.0225.0267.0  338.0
----|----|----|------------|----|----|----|----|--
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141426: Heneicosane =TT T [ T T
57.0 13.80 14.00 14.20 14.40

m/z 55.00 21.12%

5000
9.0
141.0183.0225.0  296.0

15.9 JJJ

e B MM R AR s B SETL

m/z--> 0 50 100 150 200 250 300 350 400 450 500 13 80 14. 00 14 20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119621.D

Aca On : 28 Mar 2020 17:16

Operator : CG/JU

Sample : L2035-03

Misc :

ALS Vial : 51 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Octadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.49 14.13 ng 1848890 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Heptadecane 240 C17H36 000629-78-7 93
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
4 1-lodo-2-methvlundecane 296 C12H25l1 073105-67-6 91
5 Tetracosane 338 C24H50 000646-31-1 90

Abundance Scan 2109 (14.492 min): BF119621.D (-2104) (-) m/z 57.10 100.00%

57.1
5000

99.0

J 240.1 14.20 14.40 14.60 14.80
155.1

ol A Ly P22 1970 T 3072 3542 397.34358 4882 175 79 05 53.41%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #105884: Octadecane
57.0

5000 -------------------
14. 20 14. 40 14. 60 14. 80

m/z 43.00 52 .96%

JQQ.O
AEE ST ol o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #94345: Heptadecane

57.0

14.20 14. 40 14. 60 14.80

5000 m/z 85.10 41.74%
99.0
| ] 141.0 1820 240.0
o A A A e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141431: Eicosane, 10-methyl- TR TR T

57.0 14.20 14.40 14.60 14.80
m/z 55.00 20.84%

5000
‘ I FT‘) 154.0 _,vwﬂ,,,*,ﬁ,Amwmvijk*vA,

, | 197.0 239.0 281.0

R S o o = SRS

m/z--> 50 100 150 200 250 300 350 400 450 14. 20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119621.D

Aca On : 28 Mar 2020 17:16

Operator : CG/JU

Sample : L2035-03

Misc :

ALS Vial : 51 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 3
R.T. EstConc Area Relative to ISTD R.T.
14.79 30.56 ng 2436760 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 95
2 Octacosane 394 C28H58 000630-02-4 95
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Pentacosane 352 C25H52 000629-99-2 90
Abundance Scan 2160 (14.792 min): BF119621.D (-2156) (-) m/z 57.10 100.00%
57.1
5000
199-0 14.40 14.60 14.80 15.00 15.20
141.1 : : : : :
ol A |y 2411 183.2 225.2 267.1 300.1347.0 394.9 44044783 75 71.10 54 .59%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194494: Hexacosane
57.0
14.40 14.60 14.80 15.00 15.20
199 o m/z 43.10 54.13%
" 141.0 183.0
ok LA | ) 17/ 1830 2250 267.0 3000 3060
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #209566: Octacosane
57.0
14.40 14.60 14.80 15.00 15.20
5000 m/z 85.10 41.62%
9.0
ok { ] | JFU , 141.0 183.0 225.0 2810 337.0 394.0
m/z--> éo 160 1%0 260 2éo 300 3%0 460 4%0
Abundance #141431: Eicosane, 10-methyl- AR EEE S e e
57.0 14. 40 14. 60 14.80 15.00 15.20

m/z 55.00 20.99%

5000 Nﬁﬂﬁ/Apkw“ﬂ’wJ
‘ F 0 1540

0.
o || | | 197.0 239.0 281.0
...,...w
10

m/z--> 50

0 150 200 250 300 350 400 450 14. 40 14. 60 14. 80 15. OO 15. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119621.D

Aca On : 28 Mar 2020 17:16

Operator : CG/JU

Sample : L2035-03

Misc :

ALS Vial : 51 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 2
R.T. EstConc Area Relative to ISTD R.T.
15.13 36.19 ng 2886090 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 92
2 Heneicosane 296 C21H44 000629-94-7 90
3 Nonadecane 268 C19H40 000629-92-5 90
4 Triacontane 422 C30H62 000638-68-6 90
5 Octacosane 394 C28H58 000630-02-4 90

Abundance Scan 2217 (15.127 min): BF119621.D (-2214) (-) m/z 57.00 100.00%

5000

9.1
14.80 15.00 15.20 15.40
141.1 . 268.1
ol 183.2 225.1 322.1360.2 416.2 466.2 m/z 43.10 54 _38%

m/iz--> 0 50 100 150 2000 250 300 350 400 450
Abundance #194494:; Hexacosane

5000

14.80 15.00 15.20 15.40
m/z 71.10 53.37%

o 141.0 183.0 225.0 267.0 309.0  366.0

m/iz--> 0 50 100 150 2000 250 300 350 400 450
Abundance #141426: Heneicosane

14.80 15.00 15.20 15.40
m/z 85.10 40.78%

5000

141.0 183.0 225.0

296.0

04
m/iz--> 0 50 100 150 2000 250 300 350 400 450
Abundance #117638: Nonadecane
57.0 14.80 15.00 15.20 15.40
m/z 55.00 21 .35%
5000

9.0
“ L 1410 1830 225.0 2680

O A e e SN
0

50 100 150 200 250 300 350 400 450 14. 80 15. 00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119621.D

Aca On : 28 Mar 2020 17:16

Operator : CG/JU

Sample : L2035-03

Misc :

ALS Vial : 51 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Benzo[e]pyrene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.34 6.03 ng 480974 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 97
2 Benzolalpvrene 252 C20H12 000050-32-8 93
3 Pervlene 252 C20H12 000198-55-0 93
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
Abundance Scan 2253 (15.339 min): BF119621.D (-2252) (-) m/z 252.10 100.00%
259,
5000
126.1 265.3 15.00 15.20 15.40 15.60
159.1 198. , . : . .
o 1980 W il 3001 T 420345530 hs77550.10  30.76%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104217: Benzo[e]pyrene
25p.0
5000
15.00 15.20 15.40 15.60
m/z 253.10 25.29%
125.0
0L 50.0 830 , | 158.0 200.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104218: Benzo[a]pyrene
25p.0
15.00 15.20 15.40 15.60
5000 m/z 126.05 14 .84%
126.0
oL 50.0 87.0 | 163.0200.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104213: Perylene A R e e,
25p.0 15.00 15.20 15.40 15.60
m/z 125.10 13.83%
5000
126.0
51.0 84.0 , | 161.0 200.0
m/z--> 50 100 150 200 250 300 350 400 450 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119621.D

Aca On : 28 Mar 2020 17:16

Operator : CG/JU

Sample : L2035-03

Misc :

ALS Vial : 51 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Heneicosane, 11-decyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.96 26.19 ng 2088200 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. l1ll-decvl- 437 C31H64 055320-06-4 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 90
4 Eicosane 282 C20H42 000112-95-8 83
5 Hentriacontane 437 C31H64 000630-04-6 83
Abundance Scan 2359 (15.963 min): BF119621.D (-2353) (-) m/z 57.05 100.00%
57.0 ”
5000
199 0 15.60 15.80 16.00 16.20
141.1 : : : .
O ,I. bd g 34 1831 2250 2660 3151 3612 4102 4532 g7 71 10 B4L10%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #223853: Heneicosane, 11-decyl-
57.0
5000 AR
15.60 15.80 16.00 16.20
J 295.0 m/z 43.05 53.02%
99.0
0 15 | 4 1 4 1410 1830 225.0 337.0 435.0
mz-> 0 50 100 1éo 260 250 300 350 400 450
Abundance #141426: Heneicosane
57.0
15.60 15.80 16.00 16.20
5000 m/z 85.10 42 .66%
99.0
0159 ‘ J ‘ ,\ | 141.0 1830 2250 296.0
mz--> 0 50 160 1%0 200 250 300 350 400 450
Abundance #140553: 1-lodo-2-methylundecane B B e e
57.0 15.60 15.80 16.00 16.20
m/z 55.00 21.59%
o1 jggo . 1690 2110 296.0
mz-> 0 50 100 1&'30 200 250 300 350 400 450 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119621.D

Aca On : 28 Mar 2020 17:16

Operator : CG/JU

Sample : L2035-03

Misc :

ALS Vial : 51 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 1-lodo-2-methylundecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.46 15.81 ng 1260570 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 90
4 Pentacosane 352 C25H52 000629-99-2 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 2444 (16.462 min): BF119621.D (-2440) (-) m/z 57.05 100.00%
57.0
>0 \,w_vgvx,__/\____~,\,v_\
199-1 1650 1640 1660 1080
141.1 : : : :
ol d L b g 380 1831 245128113161 378341624851 | 75 7110 53.08%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #140553: 1-lodo-2-methylundecane
57.0
5000 R RN BN BN
16,20 16.40 16.60 16.80
m/z 43.10 51.93%
oL 0 1690 5119 296.0
m/z--> éo 100 1éo 200 250 300 350 400 450
Abundance #209566: Octacosane
57.0
16.20 16.40 16.60 16.80
5000 m/z 85.10 39.89%
99.0
oL ‘ J\ |, 1410 183.0 2250 281.0 337.0 394.0
m/z--> 50 160 1éo 200 250 300 350 400 450
Abundance #141431: Eicosane, 10-methyl- A B RN RS
57.0 16.20 16.40 16.60 16.80
m/z 55.00 23.26%
‘ 9.0 1540
0 | | ) .77V 197.0 239.0 281.0
m/z--> 50 100 150 200 250 300 350 400 450 16,20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032720\
Data File : BF119621.D

Acq On : 28 Mar 2020 17:16

Operator : CG/JU

Sample : L2035-03

Misc :

ALS Vial : 51 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF031820_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... 2.13 4.1 ng 446620 1 6.83 2164170 20.0
2-Pentanone, 4-hy... 5.06 8.4 ng 909499 1 6.83 2164170 20.0
n-Hexadecanoic acid 11.90 17.6 ng 2191860 4 11.36 2484350 20.0
11-Octadecenoic a... 12.47 2.6 ng 322968 4 11.36 2484350 20.0
Octadecanoic acid 12.69 10.5 ng 1372340 5 14.01 2617300 20.0
Oxalic acid, isob... 13.86 9.6 ng 1260230 5 14.01 2617300 20.0
Octacosane 14.18 8.5 ng 1116700 5 14.01 2617300 20.0
Octadecane 14.49 14.1 ng 1848890 5 14.01 2617300 20.0
Hexacosane 14.79 30.6 ng 2436760 6 15.47 1594850 20.0
Heneicosane 15.13 36.2 ng 2886090 6 15.47 1594850 20.0
Benzo[e]pyrene 15.34 6.0 ng 480974 6 15.47 1594850 20.0
Heneicosane, 11-d... 15.96 26.2 ng 2088200 6 15.47 1594850 20.0
1-lodo-2-methylun... 16.46 15.8 ng 1260570 6 15.47 1594850 20.0
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