LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123602.D

Acqg On : 16 Apr 2021 20:45
Operator : JU/CG

Sample : M2034-01

Misc :

ALS Vvial : 10 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 : © Peak Location: TOP

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

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123602.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.134 3 8 14 rVB 5971014 7648003 100.00% 15.344%
2 2.957 143 148 157 rVB 114571 190377 2.49% 0.382%
3 5.069 500 507 510 rBvV2 85424 105845 1.38% 0.212%
4 5.493 575 579 585 rBV 696146 592398 7.75% 1.189%
5 6.516 748 753 758 rBV2 570773 865127 11.31% 1.736%
6 6.692 776 783 789 rBV 204180 218133 2.85% 0.438%
7 6.869 809 813 816 rBV 2056377 1687712 22.07% 3.386%
8 7.422 898 907 911 rBV 965170 860157 11.25% 1.726%
9 7.516 919 923 927 rBvV3 73669 109707 1.43% 0.220%
10 8.010 1004 1007 1011 rVB 113977 84593 1.11% 0.170%
11 8.057 1011 1015 1019 rBV 137348 148276  1.94% 0.297%
12 8.151 1026 1031 1035 rBV 2551366 2242274 29.32% 4.499%
13 8.310 1054 1058 1060 rBV 127566 120634 1.58% 0.242%
14 8.498 1086 1090 1094 rBVS5 57042 81094 1.06% 0.163%
15 9.033 1179 1181 1185 rBv4 51442 83330 1.09% 0.167%
16 9.122 1190 1196 1199 rBV6 86413 162631 2.13% 0.326%
17 9.181 1203 1206 1210 rVB 243293 216848 2.84% 0.435%
18 9.228 1210 1214 1218 rBV 1370098 1240748 16.22%  2.489%
19 9.275 1219 1222 1224 rBV 304185 212333 2.78% 0.426%
20 9.316 1224 1229 1233 rBV2 303488 462179 6.04% 0.927%
21  9.351 1233 1235 1239 rVW2 95169 108320 1.42% 0.217%
22 9.469 1252 1255 1256 rBvV3 84534 98113 1.28% 0.197%
23 9.581 1271 1274 1279 rVB 866912 835493 10.92% 1.676%
24 9.628 1279 1282 1286 rBV2 773246 1050557 13.74%  2.108%
25 9.728 1295 1299 1305 rBV5 360105 559618 7.32% 1.123%
26 9.786 1305 1309 1311 rBV2 368503 448308 5.86% 899%
27 9.828 1314 1316 1318 rVB 478556 354132 4.63% 710%
28 9.916 1327 1331 1334 rVB 2919683 2556197 33.42%

29 10.110 1362 1364 1367 rVB3 242833 205467 2.69%
30 10.175 1373 1375 1379 rBV3 288197 264883 3.46%

OO UVIOoO®
=
N
©
R

31 10.239 1383 1386 1387 rBV3 232136 249367 3
32 10.286 1392 1394 1398 rBv4 235916 274074 3
33 10.328 1398 1401 1403 rBV2 696717 640792  8.38%
34 10.575 1439 1443 1446 rBV 980182 959057 12.
35 10.839 1484 1488 1491 rBV 2729554 2679927 35

VPR OO®
N
00
o))
B

36 11.310 1564 1568 1574 rVB 3921198 3715279 48.58% 7.454%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123602.D

Acqg On : 16 Apr 2021 20:45
Operator : JU/CG

Sample : M2034-01

Misc :

ALS Vvial : 10 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 : © Peak Location: TOP

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

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 11.410 1581 1585 1589 rBV 2200212 2357763 30.83% 4.730%
38 11.657 1625 1627 1630 rBV 1054364 988294 12.92%  1.983%
39 11.945 1672 1676 1678 rBV2 1417675 1513396 19.79%  3.036%
40 12.392 1749 1752 1758 rVB 3225463 3181162 41.59% 6.382%
41 12.721 1806 1808 1811 rBV2 578628 489394 6.40% 0.982%
42 12.792 1818 1820 1823 rVB 710199 687602 8.99%  1.380%
43 12.992 1851 1854 1858 rVB2 1219005 1124243 14.70%  2.256%
44 13.474 1933 1936 1940 rVB 601160 689244 9.01% 1.383%
45 13.616 1957 1960 1964 rBV 1892522 1754412 22.94%  3.520%
46 13.651 1964 1966 1969 rVV 330797 293026 3.83% 0.588%
47 13.904 2006 2009 2018 rVB 1035037 1366286 17.86% 2.741%
48 14.051 2030 2034 2039 rVB 1512406 1337835 17.49% 2.684%
49 14.527 2112 2115 2116 rBV 117823 98538 1.29% 0.198%
50 14.545 2116 2118 2122 rVB2 132366 138495 1.81% 0.278%
51 15.186 2224 2227 2231 rVB3 91218 100306 1.31% 0.201%
52 15.539 2282 2287 2291 rBV 950909 1180802 15.44%  2.369%

53 16.110 2379 2384 2390 rBV5 83576 211245 2.76% 0.424%

Sum of corrected areas: 49844026
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123602.D

Acqg On : 16 Apr 2021 20:45
Operator : JU/CG

Sample : M2034-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF123602.D\data.ms
6000000134

5000000
4000000

3000000

6.869

2000000

7.422
1000000 5.493

6.516
2.957 5.069 fk f\ 6.692 516

0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF123602.D\data.ms
11.810

6000000 12.392

5000000 11.410
10.839
11.945

4000000 9.916 11.657

3000000 122707 092
8.151 10.575 | l

2000000 0,225 10.328 1
' 9Bim 828 10009850
909786 i
1000000 “ W
o) 3:"@. 59169

88167 8.31®.498 9.8 A::Eﬂﬁ“ s

- i — — — ‘ — — —
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: BF123602.D\data.ms
6000000
5000000
4000000
3000000 13.616

2000000

1000000

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123602.D

Acqg On : 16 Apr 2021 20:45
Operator : JU/CG

Sample : M2034-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.134 90.63 ng 7648000 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 43
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 Borane, dimethoxy- 74 C2H7B02 004542-61-4 9
Abundance Scan 8 (2.134 min): BF123602.D\data.ms (-3) (-) m/z 73.10 100.00%
3.1
43.0
5000
87.0
I RAEAR R N
“ 57.0 2.202.302.402.50
Obpereperrr e 224 miz 43.05  52.03%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T T T T T[T T TTTT T
55.0 2.202.302.402.50
87.0 m/z 55.00  38.35%
O \H‘H\\‘\\\‘H‘M\\\‘\\\\‘\\H‘\H\"‘\l\\‘\H‘\‘H]\_\O‘l\;\o\’\\\\‘\\H‘\H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8392: 3-Pentanol, 2,4-dimethyl-
73.0
R RARaEEE
2.202.302.402.50
5000 87.05 28.37%
55.0
27.0 41lo0
oL 230 LIl 4L 80 mso
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol o RAERREERE
73.0 2.202.302.402.50
87.0 m/z 41.05 17.14%
5000 41.0 55.0
27.0
0 1], ‘ 112.0 129.0
“““,“‘,“ AT
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123602.D

Acqg On : 16 Apr 2021 20:45
Operator : JU/CG

Sample : M2034-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Ethanol, 2-(2-methoxyethoxy)- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
6.692 2.58 ng 218133 1,4-Dichlorobenzene-d4 6.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 50
2 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 47
3 2-Propanol, 1-propoxy- 118 C6H1402 001569-01-3 40
4 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 39
5 Ethanol, 2-[2-(2-propenyloxy)eth... 146 C7H1403 015075-50-0 36
Abundance Scan 783 (6.692 min): BF123602.D\data.ms (-776) (-) m/z 45.00 100.00%
45.0
5000
59.0
e A RA RS
‘ 72"1 89.1 103.9 6.40 6.60 6.80 7.00
bbb bt S S22 H99 sz 59,00 32.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9256: Ethanol, 2-(2-methoxyethoxy)-
453.0
5000 59.0 \u‘uu‘uu/‘\/‘ﬁﬁ,uu
29.0 ' 6.40 6.60 6.80 7.00
' m/z 72.10 16.45%
90.0
15.0 ‘ | ‘ 80
0 H‘H‘H“\\iHi\‘\HHM\‘HH}HH‘H‘H‘\H‘\“\H\‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #15099: Ethanol, 2-(2-ethoxyethoxy)-
45.0
S AU | W S
6.40 6.60 6.80 7.00
5000 m/z 42.95 13.65%
31.0 59.0
) 72.0
I 01 O W V-
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #8832: 2-Propanol, 1-propoxy- R AR EEREE e
45.0 6.40 6.60 6.80 7.00
m/z 73.00 8.47%
73.0
5000
59.0
31.0
ol 150 |l Il [ 890 10301170
T R4 R B E e R RaR
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123602.D

Acqg On : 16 Apr 2021 20:45
Operator : JU/CG

Sample : M2034-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Tetracontane, 3,5,24-trimet... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.316 3.62 ng 462179  Acenaphthene-d10 9.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracontane, 3,5,24-trimethyl- 605 C43H88 055162-61-3 53
2 Hexatriacontane 507 C36H74 000630-06-8 50
3 Octacosane 394 C28H58 000630-02-4 50
4 Dotriacontane 451 C32H66 000544-85-4 50
5 Hexadecane 226 C16H34 000544-76-3 49

Abundance Scan 1229 (9.316 min): BF123602.D\data.ms (-1224) (-) m/z 57.00 100.00%
57.0

R R RREE
“ 123.1 193.2 9.00 9.20 9.40 9.60
0kl HJ‘“'M‘“\“‘M‘u-‘e"m"m"m_Mw_ww_ m/z 43.10 69.93%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #241176: Tetracontane, 3,5,24-trimethyl-
57.0
5000 L L R IR B
9.00 9.20 9.40 9.60
m/z 41.05 49.02%
‘ H‘ gso 238.0 505.0
O\\\\‘\\\\1\\1‘\\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #235974: Hexatriacontane
57.0
NI RRRRRREREEEREE
9.00 9.20 9.40 9.60
5000 m/z 71.05 40.11%
0 ” “ J‘ 1270 197.0  295.0 365.0 435.0 506.0
e S S S TS e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane AR RARARaRER e
57.0 9.00 9.20 9.40 9.60
m/z 55.00 40.03%
5000 M
oLl ILLEEI0 poro 2810 8o el
m/z--> 50 100 150 200 250 300 350 400 450 500 550 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123602.D

Acqg On : 16 Apr 2021 20:45
Operator : JU/CG

Sample : M2034-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Cyclodecane, methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.728 4.38 ng 559618 Acenaphthene-d10 9.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclodecane, methyl- 154 C11H22 013151-43-4 55
2 Cyclopropane, octyl- 154 C11H22 001472-09-9 50
3 4-Tetradecene, (E)- 196 C14H28 041446-78-0 49
4 1-Dodecene 168 C12H24 000112-41-4 49
5 7-Tetradecene, (Z)- 196 C14H28 041446-60-0 49

Abundance Scan 1299 (9.728 min): BF123602.D\data.ms (-1295) (-) m/z 55.00 100.00%
55.0

%

0 S D 2 N ——

5000
—— ——
9.50 10.00
0! m/z 41.10 88.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27048: Cyclodecane, methyl-
55.0
5000 83.0 e —
9.50 10.00
29.0 111.0 m/z 43.00 86.00%
- \\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27047: Cyclopropane, octyl-
55.0
—— ——
9.50 10.00
5000 29.0 83.0 ITI/Z 57 .00 72.96%
B0 1540 MW

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #58284: 4-Tetradecene, (E)- T —
55.0 9.50 10.00

m/z 83.05 71.76%
5000 83.0
29.0
111.0 196.0
ol J | ,140.0 168.0 |

rr e e e e — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123602.D

Acqg On : 16 Apr 2021 20:45
Operator : JU/CG

Sample : M2034-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 unknown9.786 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.786 3.51 ng 448308  Acenaphthene-d10 9.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Cyclohexyl-2-methyl-prop-2-en-... 152 C10H160 025183-82-8 49
2 1,7-Dimethyl-4-(1-methylethyl)cy... 210 C15H30 000645-10-3 43
3 4-n-Hexylthiane, S,S-dioxide 218 C11H2202S 070928-52-8 43
4 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10OH160 000547-60-4 43
5 Cyclohexane, 1-(cyclohexylmethyl... 208 C15H28 054934-92-8 25

Abundance Scan 1309 (9.786 min): BF123602.D\data.ms (-1305) (-) m/z 69.10 100.00%
69.1

5000

v

9.50 10.00
m/z 55.00  94.96%

o

0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #25208: 1-Cyclohexyl-2-methyl-prop-2-en-1-one
41.0 69.0

152.0

\

5000 110.0
9.50 10.00

m/z 57.10  79.50%

°

ol m\h‘ H Lo

\\\‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #69595: 1,7-Dimethyl-4-(1-methylethyl)cyclodecane

W

55.0
97.0
9.50 10.00
5000 m/z 41.00 76.20%
29.0 167.0
125.0 ‘
0 H‘“\H“w*‘Hw*‘w*”“w”wmw”

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75445: 4-n-Hexylthiane, S,S-dioxide 7 —
69.0 9.50 10.00

°

m/z 43.00 73.22%

o T MWW
147.0
1230 "7 75,9 2010

m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123602.D

Acqg On : 16 Apr 2021 20:45
Operator : JU/CG

Sample : M2034-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 2-Pentanone, 4-cyclohexylid... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
9.828 2.77 ng 354132  Acenaphthene-d10 9.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 50
2 1-Decene, 10-bromo- 218 C10H19Br 062871-09-4 38
3 9-Undecenol, 2,10-dimethyl- 198 C13H260 1000131-86-0 35
4 2-Pentene, 3-ethyl-4,4-dimethyl- 126 C9H18 053907-59-8 35
5 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-97-1 30

Abundance Scan 1316 (9.828 min): BF123602.D\data.ms (-1314) (-) m/z 55.00 100.00%

55.0
97.1 193.2
5000
123.1
— —
149.1 9.50 10.00
0! el L L2183 e9.00 79.69%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79434: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-

193.0 W
5000 55.0 r T
109.0 9.50 10.00
200 810 m/z 41.10 76.82%
137 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75249: 1-Decene, 10-bromo-
55.0
\

o

9.50 10.00
5000 97.0 m/z 97.10 73.62%
29.0
148.0
i 2210 1760 2180

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

S

Abundance #59804: 9-Undecenol, 2,10-dimethyl-
41.0 69.0 109.0 9.50 10.00
' m/z 193.20 71.35%
5000
‘ ‘ 137.0 180.0
o w‘h,u;hwmmm,w}w_m,u - i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BF041521.M Mon Apr 19 15:32:26 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123602.D

Acqg On : 16 Apr 2021 20:45
Operator : JU/CG

Sample : M2034-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 unknownl1©.328 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.328 5.01 ng 640792  Acenaphthene-die 9.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,11-Dioxabicyclo[4.4.1]undeca-3... 222 C13H1803 070412-52-1 46
2 3-Fluorobenzoic acid, 3-methylbu... 208 C12H13F02 154559-38-3 30
3 Ethanone, 1-[2-methyl-5-(1-methy... 166 C11H180 074063-72-2 25
4 Bicyclo[4.1.0]heptane-7-carboxam... 222 C11H14N20S 329912-72-3 25
5 2-Fluorobenzoic acid, 4-methylpe... 224 C13H17F02 1000278-97-7 22

Abundance Scan 1401 (10.328 mln) BF123602.D\data.ms (-1398) (- m/z 123.10 100.00%

28.1
431 711
5000 149.1
— —
911 10.00 10.50
0l m/z 71.10 70.37%

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

Abundance #79089: 2,11-Dioxabicyclo[4.4.1]undeca-3,5-dien-10-one
128.0

43.0
5000 179.0

i

10.00 10.50

222.0 m/z 43.10 67.68%

690 %0 | |1s3q |

O ‘\‘\\\“\\\H\‘\‘\‘\\H‘H\\‘\“}“\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67446: 3-Fluorobenzoic acid, 3-methylbut-2-enyl ester
128.0

!

68.0 10.00 10.50
5000 ' m/z 41.10  62.59%

95.
41.0
M“ \ H\ ! ‘ 1630  208.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #35126: Ethanone, 1-[2-methyl-5-(1-methylethenyl)cyclof P e
128.0 10.00 10.50

m/z 55.00 60.95%

o

5000, 430 gio

‘ | \“ i \H \H ‘ 151.0

o_‘H_m_m‘www",w,w_m‘wwwm — —
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50

8270-BF041521.M Mon Apr 19 15:32:27 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123602.D

Acqg On : 16 Apr 2021 20:45
Operator : JU/CG

Sample : M2034-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Decane, 2,6,8-trimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.575 7.50 ng 959057  Acenaphthene-d10 9.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 94
2 Undecane, 5-ethyl- 184 C13H28 017453-94-0 78
3 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 68
4 Tridecane, 2-methyl- 198 C14H30 001560-96-9 64
5 Tridecane, 3-methyl- 198 C14H30 006418-41-3 64

Abundance Scan 1443 (10.575 min): BF123602.D\data.ms (-1439) (- m/z 57.10 100.00%
57.1

85.1 UL \
113.1 10.50
o‘W‘H‘m‘1‘H‘Mw“HJ\‘H‘M_u"_1‘5“5_1"1‘?‘3“2“2%9‘?‘?‘3‘?”2‘ m/z 43.05  44.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48893: Decane, 2,6,8-trimethyl-
57.0
5000 —— :
10.50
m/z 71.10 40.47%
85.0
\\‘\\H‘\\\\‘\H\‘\\\\‘\H\‘H\\‘\H\‘\\\\‘\H\‘\\\\‘\H\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48841: Undecane, 5-ethyl-
57.0
T T
10.50
5000 ITI/Z 41.10 21.72%
29.0 85.0
b oo
‘W‘HW‘H‘_H‘_‘H_‘H‘HH‘HH‘H‘WH‘W‘HW‘H‘_H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48882: Undecane, 2,6-dimethyl- ——
57.0 10.50
m/z 85.10 20.71%
5000
29.0 8.
b b, 1410260 S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50

8270-BF041521.M Mon Apr 19 15:32:28 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123602.D

Acqg On : 16 Apr 2021 20:45
Operator : JU/CG

Sample : M2034-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Tridecane, 5-propyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.839 22.73 ng 2679930  Phenanthrene-die 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 5-propyl- 226 C16H34 055045-11-9 90
2 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 90
3 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 83
4 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 76
5 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1000309-19-2 59

Abundance Scan 1488 (10.839 min): BF123602.D\data.ms (-1484) (- m/z 57.10 100.00%
57.1

s

5000
85.1
113.1 10.50 11.00
183.2
O bbbl et 32 85-2211.3 2442 m/z 71.1  55.96%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83031: Tridecane, 5-propyl-
57.0
5000 - -
10.50 11.00
85.0 m/z 43.10 51.86%

112.0
\\ I ‘ | | JA410 1830 2360

o

m/z--> 20 40 60 80 100120140160 180 200 220 240 260

Abundance #117658: Pentadecane, 2,6,10,14-tetramethyl-
57.0

y

10.50 11.00
5000 m/z 41.10  23.47%

113.0
183.0
0 H 1410 225.0253.0

m/z--> 20 40 60 80 100120140160 180 200 220 240 260

290 H

o
(o]
(4]
o

Abundance #48867: Undecane, 3,6-dimethyl-

57.0 10.50 11.00
m/z 85.10 21.80%
29.0
85.0
113.0

A it TS g Pt
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260 10.50 11.00

8270-BF041521.M Mon Apr 19 15:32:28 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123602.D

Acqg On : 16 Apr 2021 20:45
Operator : JU/CG

Sample : M2034-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Hexadecane, 2,6,10,14-tetra... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.310 31.52 ng 3715280  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 90
2 Tetracosane 338 C24H50 000646-31-1 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
5 Hexadecane 226 C16H34 000544-76-3 87

Abundance Scan 1568 (11.310 min): BF123602.D\data.ms (-1564) (1 m/z 57.10 100.00%

57.1
5000
— —
‘ ‘ 4111830 11.00 11.50
- ”‘w“u‘ﬁw“H_Hzﬁ?"?’”_”wHH m/z 71.10  59.01%
m/z--> 50 100 150 200 250 300 350
Abundance #129509: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 — —
11.00 11.50
113.0 m/z 43.10 49.55%
183.0
O\ \“\ \“ H‘\“\“‘ \“\“\ \“‘\ T \“\“ T \2\5‘3\()\\\ ‘\ T \‘ T T
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
— —
11.00 11.50
5000 ITI/Z 85.10 34.03%
9.0
0 L] STy 1410183 0225.0267.0  338.0
-l A A e
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane “ 7
57.0 11.00 11.50
m/z 41.10 24.62%
- Mm
9.0
ol \ | ||, 141.0183.0225.0267.0 323.0 380.(
A e B I e e — ——
m/z--> 50 100 150 200 250 300 350 11.00 11.50

8270-BF041521.M Mon Apr 19 15:32:29 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123602.D

Acqg On : 16 Apr 2021 20:45
Operator : JU/CG

Sample : M2034-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 Octadecane, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.657 8.38 ng 988294  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 2-methyl- 268 C19H40 001560-88-9 93
2 Heptacosane 380 C27H56 000593-49-7 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Tridecane, 6-propyl- 226 Cl6H34 055045-10-8 90
5 Hexadecane 226 C16H34 000544-76-3 90
Abundance Scan 1627 (11.657 min): BF123602.D\data.ms (-1625) (- m/z 57.10 100.00%
57.1
5000 NJJAWfANVWﬂWAwJ\AMAAM
F9 1 1150 12.00
141.1 210.2 . .
ob ‘h WAL 210225332028 0y, 43,10 73.44%
mlz--> 50 100 150 200 250 300 350
Abundance #117648: Octadecane, 2-methyl-
43.0
5000 —r ——
5.0 11.50 12.00
m/z 71.10 63.37%
O\\‘i‘ h‘\h\“‘\]r\\!‘:Ir\6\9\0\‘?2\5\0\‘2\68\0\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
—— —
11.50 12.00
5000 m/z 85.10 36.93%
oL \ \ | F ‘3‘-410183022502670 323.0 380.
= AT e
miz--> 50 100 150 200 250 300 350
Abundance #105884: Octadecane T —
57.0 11.50 12.00
m/z 41.10 25.07%
w M
oLl amose a0
m/z--> 50 100 150 200 250 300 350 11.50 12.00

8270-BF041521.M Mon Apr 19 15:32:30 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123602.D

Acqg On : 16 Apr 2021 20:45
Operator : JU/CG

Sample : M2034-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.945 12.84 ng 1513400 Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Undecanoic acid 186 C11H2202 000112-37-8 64
3 Dodecanoic acid 200 C12H2402 000143-07-7 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 53
Abundance Scan 1676 (11.945 min): BF123602.D\data.ms (-1672) (-, 43.10 100.00%
T MM
5000
83.1 129.1
——
171.1 2132 12.00
i abos 1T L 203 2024
oLy S 1Y T M SO S m/z 59.95  92.60%
miz--> 50 100 150 200 250 300
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
5000 256.0
129.0 12 00
213.0 m/z 73.0 83.28%
‘ 171.0
O\‘\ H‘ \‘H‘\ o “‘ ““‘u ‘\‘\“““““

t M e
m/z--> 50 100 150 200 250 300
Abundance #50053: Undecanoic acid
60.0
==
12 00
5000159 o 78.00%
129.0
iy
m/z--> 50 100 150 200 250 300

Abundance #61117: Dodecanoic acid
73.0 12 00
43.0 m/z 41.00 64.38%
5000
129.0
200.0
0 “‘\‘ HJ ‘u‘u‘ u“ \H\‘ o \h “ ‘ e e
m/z--> 50 100 150 200 250 300 12.00

8270-BF041521.M Mon Apr 19 15:32:30 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123602.D

Acqg On : 16 Apr 2021 20:45
Operator : JU/CG

Sample : M2034-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 unknownl12.392 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.392 26.98 ng 3181160 Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, di(2-ethylhexyl)... 306 C16H3403S 1000309-19-1 47
2 Octane, 2-iodo- 240 C8H171 000557-36-8 43
3 2,4,4-Trimethyl-1-pentanol, trif... 226 C1OH17F302 1000365-19-5 38
4 2,4,4-Trimethyl-1-pentanol, pent... 276 C11H17F502 1000365-51-0 38
5 Octane, 2-bromo- 192 C8H17Br 000557-35-7 37

Abundance Scan 1752 (12.392 min): BF123602.D\data.ms (-1749) (- m/z 57.10 100.00%
57.1

5000 \A/\/ww\AWM\
97.1
— ——
H ‘ 169.2 12.00 12.50
ob bbb i b PPRe 21212452 2833318 n/; 97.10  31.26%
miz--> 50 100 150 200 250 300
Abundance #149371: Sulfurous acid, di(2-ethylhexyl) ester
57.0
5000 — —
12.00 12.50
113.0 m/z 113.10 28.38%
0
miz--> 50 100 150 200 250 300
Abundance #94469: Octane, 2-iodo-
57.0
= =
12.00 12.50
5000 m/z 55.00  26.85%
113.0
miz--> 50 100 150 200 250 300
Abundance  #82218: 2,4,4-Trimethyl-1-pentanol, trifluoroacetate — ——
57.0 12.00 12.50
m/z 41.10 13.67%
5000
97.0
ol5:0 1| | L ” 153.0  211.0
1 P P
m/z--> 50 100 150 200 250 300 12.00 12.50

8270-BF041521.M Mon Apr 19 15:32:31 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123602.D

Acqg On : 16 Apr 2021 20:45
Operator : JU/CG

Sample : M2034-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 Octadecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.722 4.15 ng 489394  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 Tetratriacontyl pentafluoropropi... 641 C37H69F502 1000351-81-5 43
3 Oxalic acid, isobutyl octadecyl ... 398 C24H4604 1000309-38-3 43
4 2-Propanol, 1-(hexadecyloxy)- 300 C19H4002 007455-58-5 43
5 Oxalic acid, isobutyl tetradecyl... 342 C20H3804 1000309-37-9 43

Abundance Scan 1808 (12.721 min): BF123602.D\data.ms (-1806) (-  m/z 43.10 100.00%

43.1
5000
129'1 T ‘ T T ‘ T
241.2 12.50 13.00
Nt ‘"" 3163 m/z 57.10  90.03%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #131260: Octadecanoic acid
43.0
5000 — ——
129.0 284.0 12.50 13.00
m/z 55.00 75.60%
O]Y“‘JMHMWHWK?Kl‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #242008: Tetratriacontyl pentafluoropropionate
57.0
—— —
12.50 13.00
5000 m/z 60.00 66.12%
5.0
ob L1y 195026403340 405.04760 622
HH‘HH"H_‘H_‘H“H“H_‘H_H‘“H‘_H‘_H‘_H‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #211266: Oxalic acid, isobutyl octadecyl ester P T
57.0 12.50 13.00
m/z 41.05 66.09%
- M
297.0
o llllizo meomre R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 12.50 13.00

8270-BF041521.M Mon Apr 19 15:32:32 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123602.D

Acqg On : 16 Apr 2021 20:45
Operator : JU/CG

Sample : M2034-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 unknownl12.792 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.792 10.28 ng 687602 Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,4-Dimethyl-3-oxopentanenitrile 125 C7H11NO 059997-51-2 38
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 35
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 35
4 5-Ethyl-5-methylheptadecane 282 C20H42 1000360-42-5 33
5 Thiocyanic acid, 1,1,3,3-tetrame... 171 C9H17NS 089601-36-5 25
Abundance Scan 1820 (12.792 min): BF123602.D\data.ms (-1818) (-, 57.10 100.00%
57.1
5000
113.1
12 50 13 00
1692
ol L dbul L 1692 2149 26003014 o 7335 0 %
miz-> 50 100 150 200 250 300
Abundance #10855: 4,4-Dimethyl-3-oxopentanenitrile
57.0
5000
12 50 13 00
m/z 41.00 %
97.0
01\5.\q‘\ h‘ “\ H\ \“\ “ T T T ‘ L ‘ T T T ‘ L ‘ LI
miz--> 50 100 150 200 250 300
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
97.0 12 50 13 00
5000 m/z 111.10 12.01%
oo LU |11 #390 1960 2690 a0
=il —
miz--> 50 100 150 200 250 300
Abundance #127771: 3-Eicosene, (E)- — T
57.0 12.50 13.00
m/z 69.00 11.41%
97.0
5000
0 23JL\ | ‘“ ‘M | 1300 1820 2240 2800

m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123602.D

Acqg On : 16 Apr 2021 20:45
Operator : JU/CG

Sample : M2034-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 unknownl3.474 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

13.474 10.30 ng 689244 Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,5-Dimethyl-1-pyrroline 97 C6H11IN 000822-64-0 45
2 Succinic acid, di(1-cyclopentyle... 310 C18H3004 1000330-21-8 39
3 2-Pyrazoline, 1-isobutyl-3-methyl- 140 C8H16N2 026964-53-4 38
4 Methylphosphonic acid, didecyl e... 376 C21H4503P 059651-63-7 36
5 Isoxazole, 3,5-dimethyl- 97 C5H7NO 000300-87-8 9

Abundance Scan 1936 (13.474 min): BF123602.D\data.ms (-1933) (- m/z 97.10 100.00%
97.1

57.1
—r
‘ 1531 13.50
o b Al 29 2212 2811 8278 y/; 57.10  29.97%
mlz--> 50 100 150 200 250 300 350
Abundance #2987: 2,5-Dimethyl-1-pyrroline
420 910
5000 T
13.50
m/z 55.00 13.32%
O' T ‘ T T T T ‘ T T T T ‘ L ‘ L ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance  #152954: Succinic acid, di(1-cyclopentylethyl) ester
97.0
—r
13.50
5000 ITI/Z 113.10 8.52%
55.0
| 1 197.0
ottt
miz--> 50 100 150 200 250 300 350
Abundance #18572: 2-Pyrazoline, 1-isobutyl-3-methyl- Y
97.0 13.50
m/z 98.05 7.82%
5000
42.0 140.0
O .
m/z--> 50 100 150 200 250 300 350 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123602.D

Acqg On : 16 Apr 2021 20:45
Operator : JU/CG

Sample : M2034-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 unknownl3.616 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.616 26.23 ng 1754410 Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 43
2 Octane, 2-bromo- 192 C8H17Br 000557-35-7 37
3 1-Pentanol, 3-methyl-2-propyl- 144 C9H200 054004-40-9 28
4 2,4,4-Trimethyl-1-pentanol, pent... 276 C11H17F502 1000365-51-0 17
5 Octacosanol 410 C28H580 000557-61-9 10

Abundance Scan 1960 (13.616 min): BF123602.D\data.ms (-1957) (- m/z 57.10 100.00%
57.1

5000 97.1 J/\m
1350  14.00
169.2 : :
0 ‘“N"bwuwn"‘V‘\“‘??5?“?33%“‘3545 m/z 97.10 42.13%
mlz--> 50 100 150 200 250 300 350
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
5000 — e
13.50 14.00
113.0 m/z 113.10  40.55%
O ‘M\ “\‘ ‘\‘h“\“‘ \““\ T ‘l\6§\0\ L B
miz--> 50 100 150 200 250 300 350
Abundance #54932: Octane, 2-bromo-
57.0
= e
13.50 14.00
5000 ITI/Z 55.00 26.89%
113.0
018'¢',
miz--> 50 100 150 200 250 300 350
Abundance #21167: 1-Pentanol, 3-methyl-2-propyl- P ——
57.0 13.50 14.00
m/z 83.05 19.25%
- T w
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123602.D

Acqg On : 16 Apr 2021 20:45
Operator : JU/CG

Sample : M2034-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 unknown13.651 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

13.651 4.38 ng 293026 Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pyrrolidinocarbonylmethyl pipe... 197 C10H19N30 039890-45-4 43
2 Spiro[bicyclo[2.2.1]heptane-2,2"... 210 C12H1803 018501-54-7 38
3 L-Alanyl-L-norleucine, N-dimethy... 271 C13H25N303 1000375-95-8 32
4 Phosphoric acid, monododecyl ester 266 C12H2704P 002627-35-2 32
5 n-Heptyl methylphosphonofluoridate 196 C8H18FO2P 162085-82-7 32

Abundance Scan 1966 (13.651 min): BF123602.D\data.ms (-1964) (- m/z 57.05 100.00%

57.0 99.1
5000
155.1 T L
H ‘ | ‘ | 2111 2741 3162354 1350 00
obr b L 2he  2rel 31023840 n/z 99.10  89.98%
m/z--> 50 100 150 200 250 300 350
Abundance #58758: 1-Pyrrolidinocarbonylmethyl piperazine
99.0
5000 — e
56.0 13.50 14.00
155.0 m/z 55.00 26.71%
‘H by L ‘ ‘ 197.0
O\\\\“‘\“\h\‘\ \‘\\\“”\“\}\“\\\\‘\\\\‘\\\\’\
miz--> 50 100 150 200 250 300 350
Abundance #69262: Spiro[bicyclo[2.2.1]heptane-2,2'-[1,3]dioxolan]-3-
99.0
e e
13.50 14.00
5000 ITI/Z 97.10 25.00%
55.0
0 ‘\ “ I Ll w‘ 141-0 182.0
e o o e
miz--> 50 100 150 200 250 300 350
Abundance #119845: L-Alanyl-L-norleucine, N-dimethylaminomethyle e —
99.0 13.50 14.00
m/z 111.10 24.27%
5000
44.0
ol Lo 156.0 2120 271.0
e e e
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123602.D

Acqg On : 16 Apr 2021 20:45
Operator : JU/CG

Sample : M2034-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 1-Docosene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.904 20.43 ng 1366290 Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 1-Tricosene 322 C23H46 018835-32-0 91
Abundance Scan 2009 (13.904 min): BF123602.D\data.ms (-2006) (- m/z 57.10 100.00%
b7.1
7.1
5000
—
19060 '
ol b L 3301 1811 222.1 2652 308.9 3525 /0 4310 o4.76%
mlz--> 50 100 150 200 250 300 350
Abundance #151537: 1-Docosene
57.0 97.0
5000 T
308.0 14.00
m/z 55.00 94.64%
o5l L] “\[ \L‘ “h‘ M 022302660 |
miz--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
——
97.0 14.00
5000 m/z 83.05 69.63%
390
otso LLLL| 1300 1080 2690 500
miz--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1 —
57.0 97.0 14.00
m/z 97.10 58.78%
5000
9.0
0 19‘1) \‘\ | ‘\ ‘ \H\ 1 \‘\ h 1\78102220 264.0 308.0
e e P S e —
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123602.D

Acqg On : 16 Apr 2021 20:45
Operator : JU/CG

Sample : M2034-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 20 Cyclohexane, (2-decyldodecyl)- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
16.110 3.58 ng 211245 Perylene-di2 15.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (2-decyldodecyl)- 392 C28H56 006704-00-3 72
2 Carbonic acid, heptadecyl isobut... 356 C22H4403 1000314-61-4 68
3 Heptadecafluorononanoic acid, oc... 716 C27H37F1702 1000356-03-4 64
4 17-Pentatriacontene 491 C35H70 006971-40-0 58
5 n-Tetracosanol-1 354 C24H500 000506-51-4 52

Abundance Scan 2384 (16.110 min): BF123602.D\data.ms (-2379) (- m/z 57.00 100.00%

57.0
5000
P e
165.1  9ga1q 16.00 16.50
ol il m/z 43.00 77.10%
mlz--> 100 200 300 400 500 600 700
Abundance #208719: Cyclohexane, (2-decyldodecyl)-
43.0
5000 — e
251.0 16.00 16.50
m/z 69.00 50.61%
5.0
L)y, 1 3860
O\\\‘\\\\"\W\T‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 100 200 300 400 500 600 700
Abundance  #188249: Carbonic acid, heptadecyl isobutyl ester
57.0
P e
16.00 16.50
5000 ITI/Z 55.00 48.20%
239.0
0 ﬂHjﬁ?iow
m/z--> 100 200 300 400 500 600 700
Abundance #243004: Heptadecafluorononanoic acid, octadecyl ester T —
57.0 16.00 16.50
m/z 83.10 42.55%
5000 252.0
131.0
oLl Mllibiss i 10 asso ey
m/z--> 100 200 300 400 500 600 700 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123602.D

Acqg On : 16 Apr 2021 20:45
Operator : JU/CG

Sample : M2034-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : 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-metho... 2.134 90.6 ng 7648000 1 6.869 1687710 20.0
Ethanol, 2-(2-m... 6.692 2.6 ng 218133 1 6.869 1687710 20.0
Tetracontane, 3... 9.316 3.6 ng 462179 3 9.916 2556200 20.0
Cyclodecane, me... 9.728 4.4 ng 559618 3 9.916 2556200 20.0
unknown9.786 9.786 3.5 ng 448308 3 9.916 2556200 20.0
2-Pentanone, 4-... 9.828 2.8 ng 354132 3 9.916 2556200 20.0
unknown10.328 10.328 5.0 ng 640792 3 9.916 2556200 20.0
Decane, 2,6,8-t... 10.575 7.5 ng 959057 3 9.916 2556200 20.0
Tridecane, 5-pr... 10.839 22.7 ng 2679930 4 11.404 2357760 20.0
Hexadecane, 2,6... 11.310 31.5 ng 3715280 4 11.404 2357760 20.0
Octadecane, 2-m... 11.657 8.4 ng 988294 4 11.404 2357760 20.0
n-Hexadecanoic ... 11.945 12.8 ng 1513400 4 11.404 2357760 20.0
unknownl12.392 12.392 27.0 ng 3181160 4 11.404 2357760 20.0
Octadecanoic acid 12.722 4.2 ng 489394 4 11.404 2357760 20.0
unknown12.792 12.792 10.3 ng 687602 5 14.051 1337840 20.0
unknownl13.474 13.474 10.3 ng 689244 5 14.051 1337840 20.0
unknownl13.616 13.616 26.2 ng 1754410 5 14.051 1337840 20.0
unknown13.651 13.651 4.4 ng 293026 5 14.051 1337840 20.0
1-Docosene 13.904 20.4 ng 1366290 5 14.051 1337840 20.0
Cyclohexane, (2... 16.110 3.6 ng 211245 6 15.539 1180800 20.0
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