LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060520\
Data File : BF120558.D

Aca On 5 Jun 2020 14:33

Operator : JU/CG

Sample : L2858-02

Misc :

ALS Vial : 7 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-BF052820.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 1.940 7 9 15 rBvV 534969 698340 17.40% 1.888%
2 2.057 24 29 35 rvB 2703690 3457903 86.15% 9.348%
3 2.175 45 49 55 rvB 34864 42438 1.06% 0.115%
4 3.622 290 295 304 rVB 39329 60349 1.50% 0.163%
5 5.434 599 603 606 rBY 2262954 1974077 49.18% 5.336%
6 5.645 636 639 644 rBV 41729 40177 1.00% 0.109%
7 6.445 765 775 781 rBV 946054 906831 22.59% 2.451%
8 6.651 806 810 814 rBV2 107717 114852 2.86% 0.310%
9 6.816 834 838 841 rBVY 1034425 802260 19.99% 2.169%
10 6.975 860 865 868 rBY 3103670 2761780 68.81% 7.466%
11 7.075 879 882 886 rBV 74160 65147 1.62% 0.176%
12 7.380 927 934 937 rBVY 2148969 2174280 54.17% 5.878%
13 7.428 937 942 945 rVV3 47440 59861 1.49% 0.162%
14 7.475 945 950 956 rVB3 37125 46452 1.16% 0.126%

15 7.839 1004 1012 1017 rBV3 116828 172777 4_30% 0.467%

16 8.098 1052 1056 1059 rBV 1289841 1029224 25.64% 2.782%
17 8.316 1087 1093 1096 rBV 64280 54603 1.36% 0.148%
18 8.375 1100 1103 1106 rVB 55122 43862 1.09% 0.119%
19 8.727 1159 1163 1166 rBV 260542 198255 4.94% 0.536%
20 9.174 1234 1239 1242 rBV 4079582 4013904 100.00% 10.851%

21 9.310 1257 1262 1269 rVB4 78415 95946 2.39% 0.259%
22 9.569 1302 1306 1309 rBV 935327 770343 19.19% 2.082%
23 9.669 1318 1323 1327 rBV3 37641 44628 1.11% 0.121%
24 9.716 1327 1331 1332 rBV 52203 51772 1.29% 0.140%
25 9.780 1336 1342 1346 rVv4 33670 61700 1.54% 0.167%
26 9.827 1346 1350 1351 rVVv 76000 73486 1.83% 0.199%
27 9.851 1351 1354 1358 rVB 1806432 1532038 38.17% 4.141%
28 9.957 1368 1372 1376 rVB 65428 61182 1.52% 0.165%
29 10.057 1384 1389 1398 rVB4 45109 64850 1.62% 0.175%
30 10.645 1483 1489 1492 rBV 3289585 3265425 81.35% 8.827%
31 10.998 1545 1549 1554 rBV3 48482 65330 1.63% 0.177%
32 11.139 1570 1573 1577 rVB 42325 42393 1.06% 0.115%
33 11.192 1579 1582 1587 rBV3 42725 62555 1.56% 0.169%

34 11.339 1603 1607 1610 rBV 1943672 1647257 41.04% 4._.453%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060520\
Data File : BF120558.D

Aca On 5 Jun 2020 14:33

Operator : JU/CG

Sample : L2858-02

Misc :

ALS Vial : 7 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\HPCHEM1\BNA F\METHODS\8270-BF052820.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.410 1617 1619 1622 rVB 51551 40185 1.00% 0.109%
36 11.510 1633 1636 1640 rVB 280165 219931 5.48% 0.595%
37 11.804 1680 1686 1690 rBV2 63062 91724 2.29% 0.248%
38 11.868 1693 1697 1700 rBV 452528 387280 9.65% 1.047%
39 12.774 1848 1851 1854 rBV 63100 56376 1.40% 0.152%

40 12.927 1872 1877 1880 rBV 3968930 3814209 95.02% 10.311%

41 13.062 1897 1900 1904 rBV 119387 146859 3.66% 0.397%
42 13.304 1938 1941 1944 rBV2 44618 43152 1.08% 0.117%
43 13.762 2016 2019 2023 rBV4 56902 85093 2.12% 0.230%
44 13.821 2026 2029 2038 rVB 515877 606453 15.11% 1.639%
45 13.974 2050 2055 2064 rBV 1236253 1401852 34.92% 3.790%

46 14.139 2081 2083 2089 rVB 96973 103505 2.58% 0.280%
47 14.445 2133 2135 2139 rVB2 122030 130473 3.25% 0.353%
48 14.609 2160 2163 2166 rBV2 75733 84810 2.11% 0.229%
49 14.751 2184 2187 2190 rVB 174526 163558 4_.07% 0.442%
50 14.827 2196 2200 2206 rBV 259876 332297 8.28% 0.898%

51 14.998 2227 2229 2233 rBV2 56424 73922 1.84% 0.200%
52 15.080 2240 2243 2246 rVB 170876 172830 4_.31% 0.467%
53 15.304 2277 2281 2284 rBV 131999 236531 5.89% 0.639%
54 15.427 2297 2302 2305 rBV 806259 1046770 26.08% 2.830%
55 15.456 2305 2307 2313 rVB2 179090 193704 4._.83% 0.524%

56 15.880 2372 2379 2384 rVB2 148388 319858 7.97% 0.865%
57 16.292 2445 2449 2458 rVB4 182673 381218 9.50% 1.031%

58 16.374 2460 2463 2468 rVB 77292 115881 2.89% 0.313%
59 17.186 2596 2601 2605 rBVZ2 95495 187881 4.68% 0.508%

Sum of corrected areas: 36992629
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060520\
Data File : BF120558.D

Aca On 5 Jun 2020 14:33

Operator : JU/CG

Sample : L2858-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF120558.D
4000000

6.97

3000000
2.06

5.43 738

2000000

1000000

\ 2.17 3.62 | 565 6.65 7.07 1487

A
L e e L L S s B S B s |

o ———————
Time-->  2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF120558.D
4000000 9117 12,93

10.64

3000000

2000000 9.85 1134

8.10

1000000 9.57

11.87

8.73 11.51 13.06
7/-&‘- 3837 I 931 |9 3.96.06 11.0a14901.4 11. 12.77

T
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: BF120558.D
4000000

3000000

2000000

13.97

1000000

14.14 14444,

0 ——————————

R
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\HPCHEMI1\BNA F\DATA\BF060520\
Data File : BF120558.D

Aca On 5 Jun 2020 14:33

Operator : JU/CG

Sample : L2858-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1

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

2.06 86.20 ng 3457900 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
4 Acetamide. N-ethvl- 87 C4HONO 000625-50-3 22
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 29 (2.057 min): BF120558.D (-24) (-) m/z 73.05 100.00%
73
5000 43
55 87
2.002.10 2.20 2.30 2.40 2.50
0 ..,....,....,...3.3,|:.'..5,°..|..‘5,0..‘??,'..-..,....,....,... m/z 43.05 39.19%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 2.002.10 2.20 2.30 2.40 2.50
55 87 m/z 55.10 27.68%
0 ‘ﬁg 3 ||| 50 ‘ 67 ||, 80
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
41 55 87 2.002.10 2.20 2.30 2.40 2.50
5000 m/z 87.05 26.67%
29
15 67 97
e S S L S S L S SIS S UL
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2051: 1,3-Dioxolane, 2-methyl-
7B 2.00 2.10 2.20 2.30 2.40 2.50
m/z 41.05 12.82%
5000 43
58
0"|'“'|'”“w'“'|*“'|'”'|'”'|'“'|'”k|'“'|'”
m/z--> 10 20 30 40 50 60 70 80 90 100 2.002.10 2.20 2.30 2.40 2.50

8270-BF052820.M Mon Jun 08 16:45:44 2020 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060520\
Data File : BF120558.D

Aca On 5 Jun 2020 14:33

Operator : JU/CG

Sample : L2858-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 Benzene, l-ethenyl-3-methyl- Concentration Rank 15

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

6.65 2.86 ng 114852 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-3-methvl- 118 C9H10 000100-80-1 96
2 Benzene. l-ethenvl-4-methvl- 118 C9H10 000622-97-9 93
3 Benzene. l1l-ethenvl-2-methvl- 118 C9H10 000611-15-4 93
4 Benzene. cvclopropvl- 118 C9H10 000873-49-4 92
5 Benzene, l-propenyl- 118 C9H10 000637-50-3 83

Abundance Scan 810 (6.651 min): BF120558.D (-806) (-) m/z 117.10 100.00%
5000 45
91
39 | 51 5|9 72 a4 ‘ 1(|)3 6.40 6.60 6.80 7.00
o U 1 FOPT Y W R8N P 1/ m/z 118.10 79.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8975: Benzene, 1-ethenyl-3-methyl-
117
5000 L A-u----ﬁ----u---
91 6.40 6.60 6.80 7.00
. .61%
39 5 g3 103 m/z 115.00 41.61
oot F e D Tes ler aoe
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
117
S RS AR A A
6.40 6.60 6.80 7.00
5000 o1 m/z 44.95 41 .54%
39
51 63 103
15 2 7 gy
S R I RS S IS R LR IS IS A SRS LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8974: Benzene, 1-ethenyl-2-methyl-
117 6.40 6.60 6.80 7.00
m/z 91.00 31.05%
5000
91
39 51 58 ‘ 103
o 27 Tas . TP e | o7 100 ||
m/z--> 0 20 30 40 50 60 70 8 90 100 110 120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060520\
Data File : BF120558.D

Aca On 5 Jun 2020 14:33

Operator : JU/CG

Sample : L2858-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 Octanoic acid Concentration Rank 12

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

7.84 3.36 ng 172777 Naphthalene-d8 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 91
2 Octanoic acid. silver(l+) salt 250 C8H15A002 024927-67-1 87
3 Hexanoic acid 116 C6H1202 000142-62-1 50
4 Pentanoic acid 102 C5H1002 000109-52-4 50
5 Heptanoic acid 130 C7H1402 000111-14-8 47

Abundance Scan 1012 (7.839 min): BF120558.D (-1004) (-) m/z 60.00 100.00%
60
5000 4
85
|115 7.60 7.80 8.00 8.20
ob—— I e S B e T m/z 73.00 73.41%
m/z--> 50 100 150 200 250 300 350
Abundance #20837: Octanoic acid
60
5000 4
7.60 7.80 8.00 8.20
( 101 m/z 43.05 47 .33%
NECH I .‘?F.,’.‘F?g.,....,....,....,....,..
m/z--> 50 100 150 200 250 300 350
Abundance
60
127 760 7.80 8.00 8.20
5000 m/z 41.05 42 .68%
41
85
0 109 216 249 273 359
m/z--> 55 160 1%0 260 250 360 3%0
Abundance #8069: Hexanoic acid e A e
60 7.60 7.80 8.00 8.20
m/z 54.95 38.06%
5000 -
L
0--‘-‘\-|H‘ﬁ‘-‘-|]-1-5--|----|----|----|------ O B B B
m/z--> 50 100 150 200 250 300 350 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060520\
Data File : BF120558.D

Aca On 5 Jun 2020 14:33

Operator : JU/CG

Sample : L2858-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 Formamide, N,N-dibutyl- Concentration Rank 10

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

8.73 3.85 ng 198255 Naphthalene-d8 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Formamide. N.N-dibutvl- 157 C9H19NO 000761-65-9 90
2 1.2-Ethanediamine. N-propvl- 102 C5H14N2 000111-39-7 47
3 2-Pentanamine. N-ethvl-4-methvl- 129 C8H19N 042966-64-3 47
4 Dimethvl(2-octvDamine 157 C10H23N 007378-97-4 43
5 Isobutyl-propyl-amine 115 C7H17N 039190-66-4 38

Abundance Scan 1163 (8.727 min): BF120558.D (-1159) (-) m/z 72.00 100.00%
7
114
5000
o T ek s
86 100 128 - - - -
o...,....,....,....',|.'-I..,..-:'!',....,|...,....,....,....,..'..,...:,....1,‘.‘.2..,..1:‘3.7,... m/z 114.10  58.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #29486: Formamide, N,N-dibutyl-
72
114
5000 AR RN R L
8.40 8.60 8.80 9.00
4 g m/z 44.05 21.78%
ol 15 \N A 86 100 | 128 147 157
m/z--> 10 20 30 40 50 60 70 80 90 160 110 120 130 140 150 160
Abundance
30 72
840 8.60 880 900
5000 " m/z 41.05 17.91%
o 18 56 g5 102
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13060: 2-Pentanamine, N-ethyl-4-methyl- AR E T e Tt e
72 8.40 8.60 8.80 9.00
m/z 58.00 15.26%
5000
44
27
ol 3 gy 8 | 86 o8 11‘4 129
m/z--> 10 20 3'0 4'0 50 6|0 70 80 90 100 110 120 130 140 150 160 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060520\
Data File : BF120558.D

Aca On 5 Jun 2020 14:33

Operator : JU/CG

Sample : L2858-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 Caffeine Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.51 2.67 ng 219931 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Caffeine 194 C8H10N402 000058-08-2 98
2 1.4-Dimethvl-4.5.7.8-tetrahvdroi... 194 C8H10N402 130063-15-9 53
3 2H-Pvrazol-3-ol. 5-(2.5-dimethvl... 194 C9H10N20S 1000304-22-5 43
4 3(2H)-Benzofuranone. 4.6-dimethoxv- 194 C10H1004 004225-35-8 40
5 2-Fluorobenzylamine, N,N-dibutyl 237 C15H24FN 1000310-31-2 40
Abundance Scan 1636 (11.510 min): BF120558.D (-1633) (-) m/z 194.00 100.00%
194
109
5000 55 &7
82
94 137 165 11.20 11.40 11.60 11.80
Okt the gl 23 b 122 P9 T 81 | 213 243 1 n757109.00 49.71%
m/z--> 60 80 100 120 140 160 180 200 220 240
Abundance #56740: Caffeine
194
109
5000 55 67 A PARARBARRE RARAN RS |
82 11,20 11.40 11.60 11.80
42 m/z 55.00 36.35%
0 H‘ ll 1 \‘ 94 \‘ 122 136 150 165 179 M
m/z--> 40 60 80 160 120 150 160 180 200 220 240
Abundance
194
11.20 11.40 11.60 11.80
5000 m/z 67.00 35.66%
138 165
55 67 g, 109
O e A o T e S B e
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #56918: 2H-Pyrazol-3-ol, 5-(2,5-dimethylthiophen-3-yl)- T T T T T
194 11.20 11.40 11.60 11.80
m/z 82.00 27 .49%
5000
59 137 150
0 7 7 e7yqglet || 165179
0:::‘:‘:‘::::::||‘||‘||||h‘l||||||||||||||l||||||||||| R EARES R E e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 11,20 11.40 11.60 11.80

8270-BF052820.M Mon Jun 08 16:45:49 2020

Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060520\
Data File : BF120558.D

Aca On 5 Jun 2020 14:33

Operator : JU/CG

Sample : L2858-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 8 n-Hexadecanoic acid Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.87 4.70 ng 387280 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Dodecanoic acid 200 C12H2402 000143-07-7 72

Abundance Scan 1697 (11.868 min): BF120558.D (-1693) (-) m/z 73.00 100.00%
4 60 73
5000 129
97 213 e e e e B
LAH 115 | 43157171185 o9 227 47 256 11.60 11.80 12.00 12.20
0 m/z 43.05 91.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 LA L L L L L LB
11. 60 11. 80 12. 00 12 20
m/z 59.95 83.11%
213
o 7
Ot AL ML

m/z--> 20 40 60
Abundance

80 100 120 140 160 180 200 220 240 260

43 T T e
11.60 11.80 12.00 12.20

5000 m/z 57.10 67.74%

129
29 185 228
87 115
101 143157171 | 199514
! AN VIR P P S Y R S
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #72646: Tridecanoic acid e e

43 60 73 11. 60 11. 80 12. 00 12 20
m/z 41.05 65.41%

5000
29
129
T7 115 ‘ 71 214

1 o e W -

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060520\
Data File : BF120558.D

Aca On 5 Jun 2020 14:33

Operator : JU/CG

Sample : L2858-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 Triethylene glycol monodode... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.06 2.10 ng 146859 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvlene alvcol monododecvl e... 318 C18H3804 003055-94-5 91
2 Hexaethvlene alvcol 282 C12H2607 002615-15-8 53
3 Pentaethvlene alvcol 238 C10H2206 004792-15-8 50
4 Methoxvacetic acid. tridecvl ester 272 C16H3203 1000281-82-0 49
5 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet. .. 370 C16H3409 005117-19-1 35
Abundance Scan 1900 (13.062 min): BF120558.D (-1897) (-) m/z 45.00 100.00%

5000

12.80 13.00 13.20 13.40

110125 151166 191
m/z 57.10 65.04%

o 219234249 273 300

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #159667: Triethylene glycol monododecyl ether

5000 TT T[T T T T[T T rrrrrrr1
12.80 13.00 13.20 13.40
29 5 m/z 43.10 50.12%
ol 181197212229 249 287
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
45
R N REE
12.80 13.00 13.20 13.40
5000 89 m/z 89.00 42 .26%
133
o 28 73 117 163 195 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #91749: Pentaethylene glycol
45 12.80 13.00 13.20 13.40
m/z 71.05 34.58%
5000
89
29 73 ‘
o il i | 117133 163 195 219
T T P T T T T T T R N REE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.80 13.00 13.20 13.40

8270-BF052820.M Mon Jun 08 16:45:52 2020 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060520\
Data File : BF120558.D

Aca On 5 Jun 2020 14:33

Operator : JU/CG

Sample : L2858-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 5-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.82 8.65 ng 606453 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 98
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 94
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
Abundance Scan 2029 (13.821 min): BF120558.D (-2026) (-) m/z 57.10 100.00%
57 g3
R AN SR SO
3 139 13.60 13.80 14.00 14.20
o AP aeegme210 2aa om0 R0 g6 a0n
m/z--> 50 100 150 200 250 300 350
Abundance #127769: 5-Eicosene, (E)-
55
83
5000 R AN SR SO B
13.60 13.80 14.00 14.20
29 111 m/z 55.05 84 _70%
L || | 1139 167 106 223 252 280
m/z--> 50 100 150 200 250 300 350
Abundance
55 83
' 13.60 13.80 14.00 14.20
5000 111 m/z 83.10 84 .58%
29
o 139 167 106 233 266 204
m/z--> 50 100 150 200 250 300 350
Abundance #206447: Pentafluoropropionic acid, hexadecy! ester B EEEE s mEE s ]
57 13.60 13.80 14.00 14.20
97 m/z 97.10 77.62%
5000
125
29
oLl db ‘ | || 15417719 224 269 370
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20

8270-BF052820.M Mon Jun 08 16:45:54 2020

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060520\
Data File : BF120558.D

Aca On 5 Jun 2020 14:33

Operator : JU/CG

Sample : L2858-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 Tricosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.75 3.13 ng 163558 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 87
2 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Heptadecane 240 C17H36 000629-78-7 86
Abundance Scan 2187 (14.751 min): BF120558.D (-2184) (-) m/z 57.10 100.00%
57
85
5000
113 240 1460 1480 1500
14]_ 169 256 14.40 14.60 14.80 15.00
ol AL ||, L, 192210 233 *7 275 300 324 3%6 m/z 71.05 62.25%
m/z--> 50 100 150 200 250 300 350
Abundance #164578: Tricosane
57
5000 85 L AL BURELILE BULLLE UL B
mmmmmmmm
m/z 43.10 54 .59Y%
324
h ‘1#3 141 169 197 239 267 995
0:||‘|“|‘|‘||‘|h||“|“‘|“l“u‘u||||‘|‘|‘||‘|‘|||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance
57
14.40 14.60 14.80 1500
5000 85 m/z 85.10 52.74%
29
113 44 197
r-—rrrr-r-r——r———r
m/z--> éo 160 1%0 260 250 360 3%0
Abundance #194493: Hexacosane L LA LB L N LB N B
57 14.40 14.60 14.80 15.00
m/z 55.00 19.33%
5000 85
29 113
oL T j b, lfl 169 197 225 253 295 323 367
m/z--> 5'0 1(')0 150 2(')0 250 3(')0 350 14'40 14. 60 14. 80 15. 00 '

8270-BF052820.M Mon Jun 08 16:45:55 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060520\
Data File : BF120558.D

Aca On 5 Jun 2020 14:33

Operator : JU/CG

Sample : L2858-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 2-[2-[2-[2-[2-[2-[2-(2-Hydr... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.83 6.35 ng 332297 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
2-T2-T2-T2-T12-12-T2-(2-Hvdroxvet... 370 C16H3409 005117-19-1 90
2 Heptaethvlene alvcol 326 C14H3008 005617-32-3 87
3 Hexaethvlene alvcol 282 C12H2607 002615-15-8 87
4 3.6.9.12.15-Pentaoxanonadecan-1-ol 294 C14H3006 001786-94-3 87
5 3,6,9,12-Tetraoxahexadecan-1-ol 250 C12H2605 001559-34-8 86
Abundance Scan 2200 (14.827 min): BF120558.D (-2196) (-) m/z 45.05 100.00%
89
5000
71 I
133 DAL ORI SN AR I
1 166 0oy 254 302 14.60 14.80 15.00 15.20
o il a0 185204750 1y 281707326 357 | Tz 89.05  63.55%
m/z--> 50 100 150 200 250 300 350
Abundance #196474: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]ethox...
45
89 14. 60 14.80 15.00 15.20
m/z 57.10 48.03%
o 20| | 115 ?3151 177 207 251 283
m/z--> 50 100 150 200 250 300 350
Abundance
45
1460 14.80 15.00 15.20
5000 m/z 43.05 42 _.57%
89
o 2T 71 | 107 33151 177 207 239 267
m/z--> 50 100 150 200 250 300 350
Abundance #128697: Hexaethylene glycol e RARREEE RS
45 14.60 14.80 15.00 15.20
89 m/z 71.10 30.43%
5000
133
oL 20 | \7@ I %07 163 209 252 283
m/z--> 50 100 1éo 200 250 300 350 14.60 14.80 15.00 15.20

8270-BF052820.M Mon Jun 08 16:45:57 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060520\
Data File : BF120558.D

Aca On 5 Jun 2020 14:33

Operator : JU/CG

Sample : L2858-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.08 3.30 ng 172830 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Octacosane 394 C28H58 000630-02-4 90
3 Tridecane. 6-propvl- 226 C16H34 055045-10-8 87
4 Pentadecane 212 C15H32 000629-62-9 80
5 Tetratetracontane 619 C44H90 007098-22-8 76
Abundance Scan 2243 (15.080 min): BF120558.D (-2240) (-) m/z 57.10 100.00%
57
85
5000

14.80 15.00 15.20 15.40
141 169 196 219 242
0....|,. ll l' ey 190219202 280304328 m/z 71.10 69.80%

m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LA L L L L L L LB
14.80 15.00 15.20 15.40
m/z 43.10 58.19%
29 13 94
0 \‘ J ‘\ “\ It h‘ u‘ I 4 169 197 225 253 296
B e o o e e IR A o T e e e e e o o
m/z--> 50 100 150 200 250 300 350
Abundance
57
N N M
14.80 15.00 15.20 15.40
5000 85 m/z 85.10 53.58%
29
o 113 141 169 197 225 253 281 309 337 365 394
L e e o e A B e e e e e N e
m/z--> 50 100 150 200 250 300 350
Abundance #83030: Tridecane, 6-propyl- A e
43 14.80 15.00 15.20 15.40
71 m/z 55.00 21.79%
5000
99 126 154 183
VI N S O T - — e —
m/z--> 50 100 150 200 250 300 350 14.80 15. OO 15. 20 15. 40

8270-BF052820.M Mon Jun 08 16:45:58 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060520\
Data File : BF120558.D

Aca On 5 Jun 2020 14:33

Operator : JU/CG

Sample : L2858-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 Benzo[e]pyrene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
15.30 4.52 ng 236531 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 93
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 89
3 Benzolklfluoranthene 252 C20H12 000207-08-9 89
4 Pervlene 252 C20H12 000198-55-0 86
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 86

Abundance Scan 2280 (15.298 min): BF120558.D (-2277) (-) m/z 252.10 100.00%
252
5000
57 125 15.00 15.20 15.40 15.60
83 145 224 . . . .
ol32 1 83100, | M3 174 190 224 | 277209 326 %68 | s 250.05  28.84%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
252
5000
15.00 15.20 15.40 15.60
m/z 253.10 23.12%
ol_ 50 74 99 A M 146 174 200 224
m/z--> 50 100 150 200 250 300 350
Abundance
252
15,00 15.20 15.40 15.60
5000 m/z 125.00 15.32%
126
o 63 83100 150 174 200 224
m/z--> 50 100 150 200 250 300 350
Abundance #104224: Benzo[K]fluoranthene B B A Eame
252 15.00 15.20 15.40 15.60
m/z 126.00 10.19%
5000
126
0 74 99 | 200 224
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60

8270-BF052820.M Mon Jun 08 16:45:59 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060520\
Data File : BF120558.D

Aca On 5 Jun 2020 14:33

Operator : JU/CG

Sample : L2858-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 15 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.88 6.11 ng 319858 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Dodecane. 2-methvl- 184 C13H28 001560-97-0 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Heptacosane 380 C27H56 000593-49-7 83
5 Docosane, 7-hexyl- 394 C28H58 055373-86-9 83
Abundance Scan 2379 (15.880 min): BF120558.D (-2372) (-) m/z 57.10 100.00%
57
5000
113 " 15160 1580 16.00 1620
141 15.60 15.80 16.00 16.20
ol 168 189207 240 278297 327 357 m/z 71.10 67_.02%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 L SR BN BRI UL
mmmmmmmm
m/z 43.05 59.90%
. il h I i ‘Jlﬁ3“lﬂl 169 197 225 253 295 323 367
m/z--> §o 160 1%0 260 2%0 360 3%0
Abundance
57
85 15,60 15.80 16.00 16.20
5000 m/z 85.10 52.31%
29 141
113 169
e L S WL (L L B
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane A o Al BRRmsma
57 15.60 15.80 16.00 16.20
m/z 55.05 22 .24%
85
5000
29 113
ol L. Ty J[ I 1?1 (169 197 225 253 296
m/z--> 5'0 100 1&1,0 2(')0 251;0 3(')0 3&1;0 15. 60 15. 80 16. oo 16 20

8270-BF052820.M Mon Jun 08 16:46:01 2020 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060520\
Data File : BF120558.D

Aca On 5 Jun 2020 14:33

Operator : JU/CG

Sample : L2858-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 16 Cholesterol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.29 7.28 ng 381218 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholesterol 386 C27H460 000057-88-5 99
2 26-Nor-5-cholesten-3.beta.-ol-25... 386 C26H4202 007494-34-0 99
3 Cholestane. 4.5-epoxv-. (4.alpha... 386 C27H460 006079-19-2 49
4 Cholesta-3.5-diene 368 C27H44 000747-90-0 42
5 Cholest-5-en-3-0l (3.beta.)-, pr... 442 C30H5002 000633-31-8 35
Abundance Scan 2449 (16.292 min): BF120558.D (-2445) (-) m/z 43.10 100.00%
43 o5
145 213
119 275 0
67 1
5000 255 353 386
L3 282 U R SN U BN
193 329 16.00 16.20 16.40 16.60
o — W m/z 95.10 79.64%
m/z--> 50 100 150 200 250 300 350
Abundance #205847: Cholesterol
43
105 386
8
5000 LN BN BN BRI IR
16. oo 16 20 16. 40 16 60
m/z 105.00 79.57%
ok “. 4 I“" HJ
m/z--> 50 100 150 200 250 300 350
Abundance
43

16.00 16 20 16. 40 16.60

5000 m/z 107 .05 74.60%
81 105
145 213 386
275
o 125 | 173193 | 32 295777 301 556 353
——— T e e T T T
m/z--> 50 100 150 200 250 300 350
Abundance #205901: Cholestane, 4,5-epoxy-, (4.alpha.,5.alpha.)- L LA
4 16. OO 16 20 16. 40 16 60
m/z 81.00 74 .38%
81
5000
107 386
0 m Lw LL\ ?1 L 203 2:?1 " 2713 315 357 ‘
- IIIIIIII IIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 16. OO 16 20 16. 40 16 60

8270-BF052820.M Mon Jun 08 16:46:02 2020 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060520\
Data File : BF120558.D

Aca On 5 Jun 2020 14:33

Operator : JU/CG

Sample : L2858-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 17 Heptadecane, 2,6,10,15-tetr... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.37 2.21 ng 115881 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
2 Heneicosane 296 C21H44 000629-94-7 86
3 Octadecane 254 C18H38 000593-45-3 86
4 Hexadecane 226 C16H34 000544-76-3 86
5 Hexacosane 366 C26H54 000630-01-3 70
Abundance Scan 2462 (16.368 min): BF120558.D (-2460) (-) m/z 57.10 100.00%
57
i M
5000
113 600 16,290 16.40 16,60
3 142 153183204 240 268 209 326 356 16.00 16.20 16.40 16.60
oL b L 263183204 240 208 299 326 3 m/z 71.10 69.41%
m/z--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57
5000 85 IUNNDUNLS AR AR
16.00 16.20 16.40 16.60
m/z 85.10 54 .32%
0 “‘\ I h“\lﬁ3 141 183 211 239 267 296
m/z--> 50 100 150 200 250 300 350
Abundance
57
o 16.00 16.20 16,40 16.60
5000 m/z 43.10 53.55%
29
. "3 141 160 107 205 253 296 \J\v»Jvi/k\J\&f\vm“mM~HNNW\hv
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane L B o e
57 16.00 16.20 16.40 16.60
m/z 55.00 23 .54%
5000 85 /V\AM\/\N\AW
29
0 \‘ | ' | MY 11-3 I 1‘}1 . 169 197 225 254
m/z--> 50 100 150 200 250 300 350 16.00 16,20 16.40 16.60

8270-BF052820.M Mon Jun 08 16:46:03 2020 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF060520\
Data File : BF120558.D

Aca On 5 Jun 2020 14:33

Operator : JU/CG

Sample : L2858-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 18 unknownl7.19 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.19 3.59 ng 187881 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methoxv-5.5-dimethyl-5.6-dihvd... 211 C10H13NO2S 1000317-52-8 30
2 1.2-Cvclohexanedicarboxvlic acid... 338 C18H23Cl104 1000339-58-4 27
3 Sarcosine. N-(l1-naphthovl)-. oct... 355 C22H29N03 1000321-40-6 25
4 Fumaric acid. 3.5-difluorophenvl... 284 C14H14F204 1000339-36-9 18
5 1,2-Cyclohexanedicarboxylic acid... 462 C22H29CI1304 1000339-81-3 14
Abundance Scan 2602 (17.192 min): BF120558.D (-2596) (-) m/z 155.10 100.00%
71 155
o I T T V/\JLA
%8 35 LRSI FUREL SRR R B
123 229547 270 16.80 17.00 17.20 17.40 17.60
o} m/z 71.10 89.10%
m/z--> 50 100 150 200 250 300 350
Abundance #70030: 2-Methoxy-5,5-dimethyl-5,6-dihydro-4H-benzothiazol...
155
70 211
5000 LRSI FUREUI SRS R B
129 16.80 17.00 17.20 17.40 17.60
m/z 43.10 53.91%
41 183
0::‘:““:“:‘::'1}2:“:: ‘\I\I I\I‘ |h||| ——— ——— :
m/z--> 50 100 150 200 250 300 350
Abundance
155
16.80 17.00 17.20 17.40 17.60
5000 211 m/z 211.15 47 .10%
g1 109
128 265
o 29 57 182 229
m/z--> 50 100 150 200 250 300 350
Abundance #187405: Sarcosine, N-(1-naphthoyl)-, octyl ester R B
155 16.80 17.00 17.20 17.40 17.60
m/z 299.15 46.01%
5000
127 355
oL 43 77 10 ] 198 o5y |
m/z--> 50 100 150 200 250 300 350 16.80 17.00 17.20 17.40 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF060520\
Data File : BF120558.D

Acq On 5 Jun 2020 14:33

Operator : JU/CG

Sample - L2858-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF052820_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... 2.06 86.2 ng 3457900 1 6.82 802260 20.0
Benzene, l-etheny... 6.65 2.9 ng 114852 1 6.82 802260 20.0
Octanoic acid 7.84 3.4 ng 172777 2 8.10 1029220 20.0
Formamide, N,N-di... 8.73 3.9 ng 198255 2 8.10 1029220 20.0
Caffeine 11.51 2.7 ng 219931 4 11.34 1647260 20.0
n-Hexadecanoic acid 11.87 4.7 ng 387280 4 11.34 1647260 20.0
Triethylene glyco... 13.06 2.1 ng 146859 5 13.97 1401850 20.0
5-Eicosene, (E)- 13.82 8.7 ng 606453 5 13.97 1401850 20.0
Tricosane 14.75 3.1 ng 163558 6 15.43 1046770 20.0
2-[2-[2-[2-[2-[2--.. 14.83 6.3 ng 332297 6 15.43 1046770 20.0
Heneicosane 15.08 3.3 ng 172830 6 15.43 1046770 20.0
Benzo[e]pyrene 15.30 4.5 ng 236531 6 15.43 1046770 20.0
Hexacosane 15.88 6.1 ng 319858 6 15.43 1046770 20.0
Cholesterol 16.29 7.3 ng 381218 6 15.43 1046770 20.0
Heptadecane, 2,6,... 16.37 2.2 ng 115881 6 15.43 1046770 20.0
unknownl17.19 17.19 3.6 ng 187881 6 15.43 1046770 20.0
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