LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119529.D

Aca On : 26 Mar 2020 6:03

Operator : CG/JU

Sample : L2026-01

Misc :

ALS Vial : 12 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 2.881 130 135 142 rBvV 391444 522214 2.10% 0.347%
2 4.663 434 438 442 rVB 269494 261663 1.05% 0.174%
3 5.087 502 510 516 rBVY2 905804 1782134 7.17% 1.184%
4 5.322 536 550 551 rBV3 218282 611009 2.46% 0.406%
5 5.475 565 576 579 rBVY 8364389 9818927 39.50% 6.526%
6 5.651 582 606 607 rBV2 266540 975127 3.92% 0.648%
7 6.016 657 668 672 rBV2 136284 299285 1.20% 0.199%
8 6.157 688 692 697 rVV2 485172 592418 2.38% 0.394%
9 6.475 736 746 750 rBVY 6973475 8811036 35.45% 5.856%
10 6.610 760 769 773 rBVY 2379167 2692477 10.83% 1.789%

11 6.645 773 775 778 rvv2 371998 410779 1.65% 0.273%
12 6.845 805 809 811 rvVv 2505992 2165500 8.71% 1.439%
13 6.869 811 813 817 rvv2 625597 818831 3.29% 0.544%
14 6.922 818 822 825 rvv2 2023981 3004865 12.09% 1.997%
15 6.957 825 828 832 rVvv3 2896134 5162022 20.77% 3.431%

16 7.004 832 836 838 rvV 9054564 8814237 35.46% 5.858%
17 7.028 838 840 854 rVvB 673609 1414900 5.69% 0.940%
18 7.245 869 877 880 rBv2 761374 1161129 4.67% 0.772%
19 7.334 887 892 895 rvB 535055 809534 3.26% 0.538%
20 7.410 898 905 908 rBV 6451758 7359374 29.61% 4.891%

21 7.610 931 939 941 rvv2 649751 1476073 5.94% 0.981%
22 7.651 941 946 948 rVvV 1058323 1717016 6.91% 1.141%
23 7.710 948 956 958 rvv2 723292 1592979 6.41% 1.059%
24 7.745 958 962 966 rvv2 1142022 1601781 6.44% 1.065%
25 7.787 966 969 976 rvB2 569128 767765 3.09% 0.510%

26 7.945 976 996 997 rBV2 1354231 4912429 19.76% 3.265%
27 8.092 997 1021 1024 rVV 4333140 24856592 100.00% 16.520%
28 8.128 1024 1027 1030 rVB 2905022 2401160 9.66% 1.596%
29 8.363 1062 1067 1069 rBV 4450958 4527534 18.21% 3.009%
30 8.387 1069 1071 1074 rVV 3478405 3540554 14.24% 2.353%

31 8.416 1074 1076 1080 rVB 729180 802952 3.23% 0.534%
32 8.504 1087 1091 1096 rVB2 494240 546880 2.20% 0.363%
33 8.763 1132 1135 1138 rBV2 240555 254271 1.02% 0.169%
34 9.210 1205 1211 1214 rBV 10926331 11451419 46.07% 7.611%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119529.D

Aca On : 26 Mar 2020 6:03

Operator : CG/JU

Sample : L2026-01

Misc :

ALS Vial : 12 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 9.598 1274 1277 1281 rVB 612490 477732 1.92% 0.318%

36 9.886 1322 1326 1330 rVB 2998080 2550047 10.26% 1.695%
37 10.022 1346 1349 1352 rBV 552984 469045 1.89% 0.312%
38 10.245 1384 1387 1394 rVB 431950 416963 1.68% 0.277%
39 10.680 1455 1461 1464 rBV 6919283 6610140 26.59% 4 _.393%
40 11.257 1554 1559 1564 rBV2 218717 276139 1.11% 0.184%

41 11.375 1575 1579 1587 rBV2 2815621 2639269 10.62% 1.754%
42 11.622 1617 1621 1627 rBV3 169533 298577 1.20% 0.198%
43 11.904 1665 1669 1679 rBV 1619062 1727419 6.95% 1.148%
44 12.598 1783 1787 1788 rBVY 239649 258491 1.04% 0.172%
45 12.616 1788 1790 1798 rVV 380942 491819 1.98% 0.327%

46 12.692 1800 1803 1815 rVB 1168367 1142867 4._.60% 0.760%
47 12.969 1845 1850 1853 rBV 7846344 7425040 29.87% 4 _.935%
48 13.539 1942 1947 1950 rVB3 190550 305598 1.23% 0.203%
49 13.868 2000 2003 2009 rBV 637393 667850 2.69% 0.444%
50 14.016 2024 2028 2032 rBV 1823171 1599128 6.43% 1.063%

51 14.192 2054 2058 2066 rBV 416347 455246 1.83% 0.303%
52 14.492 2106 2109 2117 rVB 485369 539039 2.17% 0.358%
53 14.804 2159 2162 2167 rVB 475536 449940 1.81% 0.299%
54 15.145 2217 2220 2226 rBV 371144 399256 1.61% 0.265%
55 15.486 2273 2278 2280 rBV 1286162 1642700 6.61% 1.092%

56 15.510 2280 2282 2293 rVB2 890466 1377284 5.54% 0.915%
57 15.968 2356 2360 2365 rBV 194763 310263 1.25% 0.206%

Sum of corrected areas: 150466718
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119529.D

Aca On : 26 Mar 2020 6:03

Operator : CG/JU

Sample : L2026-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

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

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

Abundance TIC: BF119529.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119529.D

Aca On : 26 Mar 2020 6:03

Operator : CG/JU

Sample : L2026-01

Misc :

ALS Vial : 12 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

5.09 16.46 ng 1782130 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
3 Butanoic acid. 4-amino-3-hvdroxv... 119 C4H9NO3 000924-49-2 10
4 Formamide. N.N-diethvl- 101 C5H11NO 000617-84-5 9
5 Ethanol, 2-(ethylamino)- 89 C4H11NO 000110-73-6 9

Abundance Scan 511 (5.093 min): BF119529.D (-502) (-) m/z 43.00 100.00%
a3
5000 59
71 101
89 4.80 500 5.20 5.40
Ol S0 LS 27 Thzz 58.95  45.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 4.80 5.00 5.20 5.40
m/z 71.00 14.78%
15 4 ‘ 101
0'“L|“M'T'“‘l“"?i'“ﬁ“"l“"l“"l“"l“"l“"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
4.80 500 5.20 5.40
5000 m/z 41.00 14 _.30%
58
15 5, 72 100
L L L S L B B L L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9060: Butanoic acid, 4-amino-3-hydroxy-, (.+/-.)-
30 4.80 500 5.20 5.40
m/z 58.00 12.18%
5000
0 1\8 A 4\.\3 \6\0 71 83 1(\)1 A o
mz-> 20 40 60 80 100 120 140 160 180 200 480 500 520 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119529.D

Aca On : 26 Mar 2020 6:03

Operator : CG/JU

Sample : L2026-01

Misc :

ALS Vial : 12 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 Butanoic acid Concentration Rank 15

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

5.65 9.01 ng 975127 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid 88 C4H802 000107-92-6 64
2 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 59
3 Pentanoic acid 102 C5H1002 000109-52-4 50
4 _beta.-D-Ribopvranoside. methvl 164 C6H1205 017289-61-1 39
5 Hexanoic acid 116 C6H1202 000142-62-1 39

Abundance Scan 606 (5.651 min): BF119529.D (-582) (-) m/z 60.00 100.00%
60
5000
43 73
5.40 5.60 5.80 6.00
o..,....,....,..??','!‘.'..,?3.|:'!'-....,~....,..??,....9?....,. m/z 73.00 28.48%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #2020: Butanoic acid
60
5000
73 5.40 5.60 5.80 6.00
27 41 m/z 43.00  28.25%
o 18 | |47 53 | 67 g1 88
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
60
" '540 560 580 6.00
5000 43 m/z 41.00 19.33%
- 87
o 15 37 53 69 101
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4247 Pentanoic acid L L L L L L L L B
60 5.40 5.60 5.80 6.00
m/z 45.00 13.77%
5000 73
29 41
o L iflla7 53, || 67 | 81 8 101
m/z--> 1'0 2'0 3'0 4'0 5'0 60 7'0 8|0 9'0 1(')0 11'0 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119529.D

Aca On : 26 Mar 2020 6:03

Operator : CG/JU

Sample : L2026-01

Misc :

ALS Vial : 12 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 3 1-Heptanol, 6-methyl- Concentration Rank 7

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

6.61 24.87 ng 2692480 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptanol. 6-methvl- 130 C8H180 001653-40-3 72
2 Cvclobutane. 1.2-diethvl- 112 C8H16 061141-83-1 64
3 Acetic acid. trichloro-. nonvl e... 288 C11H19C1302 065611-32-7 59
4 Cvclopentane. butvl- 126 C9H18 002040-95-1 59
5 Cyclopropane, 1-butyl-2-pentyl-,... 168 C12H24 074663-87-9 53

Abundance Scan 769 (6.610 min): BF119529.D (-760) (-) m/z 43.05 100.00%
a3
69
5000
84
|| 97 11 1% 6.20 6.40 6.60 6.80 7.00
N ML 126 m/z 55.00 95.73%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13673: 1-Heptanol, 6-methyl-
41 5 g9
5000 29 84
6.20 6.40 6.60 6.80 7.00
o m/z 41.00 73.35%
15
0: II‘I\I le e R |“|‘||‘l‘|‘||‘|“| : "l : Il:ll'zl T |1|3|0| R R
m/z--> 20 40 60 80 100 120 140 160
Abundance
56
41
6.20 6.40 6.60 6.80 7.00
5000 m/z 56.00 68.41%
0 g
21 97 112
S L S L B B UL DU S
m/z--> 20 40 60 80 100 120 140 160
Abundance #133954: Acetic acid, trichloro-, nonyl ester
43 6.20 6.40 6.60 6.80 7.00
56 m/z 57.00 67.22%
69
5000 83
29 98
X T O V-
m/z--> 20 40 60 80 100 120 140 160 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119529.D

Aca On : 26 Mar 2020 6:03

Operator : CG/JU

Sample : L2026-01

Misc :

ALS Vial : 12 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 1-Pentene, 3,3-dimethyl- Concentration Rank 6

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

6.92 27.75 ng 3004870 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene. 3.3-dimethvl- 98 C7H14 003404-73-7 59
2 2-Pentene. 2-methvl- 84 C6H12 000625-27-4 47
3 1-Butene. 3.3-dimethvl- 84 C6H12 000558-37-2 47
4 1-Butene. 2.3-dimethvl- 84 C6H12 000563-78-0 47
5 2-Pentene, 4-methyl-, (E)- 84 C6H12 000674-76-0 47

Abundance Scan 822 (6.922 min): BF119529.D (-818) (-) m/z 69.10 100.00%
6o
41
57
5000
| s 6.60 6.80 7.00 7.20
97 : : : :
o...,....,....,....',!:'.?,0.'..:,...'!!'....,.'.|.'.,...-:,....1,%.2..,....,1.?‘.‘.,.. m/z 41.00 76.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3368: 1-Pentene, 3,3-dimethyl-
69
41
5000
55 6.60 6.80 7.00 7.20
83 m/z 57.00 59.43%
o 7 e | %
R NI IR UL UL LR UL LA LA RIS SRASE BN SRS BRRRE A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
41 69
6.60 6.80 7.00 7.20
5000 m/z 43.05 54 _.13%
84
27 -
o 62 77
mmmmwwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #1499: 1-Butene, 3,3-dimethyl-
a1 69 6.60 6.80 7.00 7.20
m/z 55.00 46.78%
5000
84
27 57
0 '”I'%?W"J“"'M'“'?ﬁhu'P'“'L'??P"'I”"I”"I”"I”"I'”'I"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119529.D

Aca On : 26 Mar 2020 6:03

Operator : CG/JU

Sample : L2026-01

Misc :

ALS Vial : 12 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 unknown6.96 Concentration Rank 2

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

6.96 47.68 ng 5162020 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 4-methvlene- 112 C8H16 015918-08-8 45
2 Cvclohexane 84 C6H12 000110-82-7 40
3 (S)-(H)-3-Methvl-1-pentanol 102 C6H140 042072-39-9 40
4 Cvclobutanone. 2-methvl- 84 C5H80 001517-15-3 38
5 Hexane, 2-chloro- 120 C6H13ClI 000638-28-8 36

Abundance Scan 828 (6.957 min): BF119529.D (-825) (-) m/z 56.00 100.00%
6
84
5000 43
‘ 70
6.60 6.80 7.00 7.20
Ol SOl 62 L 77 g o197 | 112 1 s 5500 91.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6690: Heptane, 4-methylene-
56
5000 41 69
6.60 6.80 7.00 7.20
84 112 m/z 84.10 55.28%
o |
HRJURIER SUR LI SRR SURILLS SR IO IURIL UL UL S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
56
84
6.60 6.80 7.00 7.20
5000 41 m/z 43.10 49.86%
69
27
15 50 63 77
e S LA R A RIS L LR RS AR AL BAREE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4482: (S)-(+)-3-Methyl-1-pentanol
56 69 6.60 6.80 7.00 7.20
m/z 41.00 46.98%
43
5000
29 84
0"|'%5"|"'H‘|"""l'*‘l ﬁq HERUIURIL IR UL '}P}"'I""I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119529.D

Aca On : 26 Mar 2020 6:03

Operator : CG/JU

Sample : L2026-01

Misc :

ALS Vial : 12 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 unknown7.03 Concentration Rank 13

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

7.03 13.07 ng 1414900 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclobut-1-envimethanol 84 C5H80 089182-08-1 49
2 (SY-(+)-5-Methvl-1-heptanol 130 C8H180 057803-73-3 38
3 Cvclopentane. 1-ethvl-2-methvl-.... 112 C8H16 000930-89-2 37
4 Cvclopentane. l1l-methvl-3-(l-meth... 126 C9H18 053771-88-3 36
5 Cyclohexanecarboxaldehyde 112 C7H120 002043-61-0 33

Abundance Scan 840 (7.028 min): BF119529.D (-838) (-) m/z 55.00 100.00%
55
83
5000 a1
e d 6.60 6.80 7.00 7.20 7.40
97 : : : : :
0 ...-|,.'.'|'.-.,-!.-..l,....||,....,....,....,....,230.7.. m/z 83.05 49.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1423: Cyclobut-1-enylmethanol
55
27 39 83
5000
6.60 6.80 7.00 7.20 7.40
m/z 41.00 37.62%
‘ 66
ok, ,Jl”WWthﬁw”,..”,..”,..”,..”,..”,..”,..”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55 a3
6.60 6.80 7.00 7.20 7.40
5000 a1 70 m/z 56.00 22.91%
29
oL 15 9 111
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #6824: Cyclopentane, 1-ethyl-2-methyl-, cis-
41 55 83 6.60 6.80 7.00 7.20 7.40
m/z 43.05 20.72%
70
5000 o7
. ‘ ‘ o7 112
0"”I'l”kh“ﬁh'w”l"”u"”I"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119529.D

Aca On : 26 Mar 2020 6:03

Operator : CG/JU

Sample : L2026-01

Misc :

ALS Vial : 12 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 unknown7.33 Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
7.33 7.48 ng 809534 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Pentanoic acid. 1l-methvlethvl ester 144 C8H1602
2 Butanoic acid. 3-methvl-. 1-meth... 144 C8H1602

018362-97-5 43
032665-23-9 37

3 Diallvimethvisilane 126 C7H14Si 002043-08-5 25
4 Sulfurous acid. hexvl 2-propvl e... 208 C9H2003S 1000309-11-7 22
5 Hexanoic acid 116 C6H1202 000142-62-1 16
Abundance Scan 891 (7.328 min): BF119529.D (-887) (-) m/z 43.00 100.00%
43 60
85
5000 69
7.00 7.20 7.40 7.60
| 5 ‘ 93 101 111199 129
o..,....,....,..3.6.,!...,....|.. 77 .|!!!,....,"....,...1.1,9....,....,....,. m/z 60.00 93.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20968: Pentanoic acid, 1-methylethyl ester
43
85
5000 29 o7
103 7.00 7.20 7.40 7.60
m/z 85.10 72.73%
18 73 ‘ 120
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
43
60 85
7.00 7.20 7.40 7.60
5000 m/z 41.05 70.50%
27 103
0 69 129
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #11261: Diallylmethylsilane
43 5 7.00 7.20 7.40 7.60
m/z 87.00 66.72%
5000
59
98
s, I\ ‘\ 1l 11 126
-7
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.00 7.20 7.40 7.60

8270-BF031820.M Thu Mar 26 15:31:35 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119529.D

Aca On : 26 Mar 2020 6:03

Operator : CG/JU

Sample : L2026-01

Misc :

ALS Vial : 12 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 3-Methyl-hexanoic acid Concentration Rank 9

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

7.65 14.30 ng 1717020 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methvl-hexanoic acid 130 C7H1402 1000365-65-4 50
2 n-Decanoic acid 172 C10H2002 000334-48-5 25
3 _beta.-D-Ribopvranoside. methvl 164 C6H1205 017289-61-1 25
4 2-T2-I2-(2-Butoxvethoxv)ethoxvle... 292 C14H2806 1000351-93-9 22
5 1,2-Butanediol, 3,3-dimethyl- 118 C6H1402 059562-82-2 16

Abundance Scan 946 (7.651 min): BF119529.D (-941) (-) m/z 60.00 100.00%
4 6D
87
5000 73
101 7.40 7.60 7.80 8.00
o | g 10 07 hzz 41.00 86.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13424: 3-Methyl-hexanoic acid
60
43
5000 U IR L LR
70 87 7.40 7.60 7.80 8.00
m/z 43.00 80.57%
o ‘H R \“\ 101 115 129
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance
60 45
41 U IR I LR R
7.40 7.60 7.80 8.00
so00l 22 m/z 87.00 72.34%
129
87 101 115 14355 172
O B o T e R B T B
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #33911: .beta.-D-Ribopyranoside, methyl
60 7.40 7.60 7.80 8.00
m/z 73.00 41_.61%
5000 73
43
. Ll T e
m/z--> 20 40 60 8 100 120 140 160 180 200 7.40 7.60 7.80 8.00

8270-BF031820.M Thu Mar 26 15:31:36 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119529.D

Aca On : 26 Mar 2020 6:03

Operator : CG/JU

Sample : L2026-01

Misc :

ALS Vial : 12 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 unknown7.71 Concentration Rank 11

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

7.71 13.27 ng 1592980 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid. 1-methvlethvl ester 144 C8H1602 018362-97-5 47
2 Thiazole. 4.5-dihvdro-2-methvl- 101 C4H7NS 002346-00-1 35
3 5-Hexenoic acid 114 C6H1002 001577-22-6 35
4 1.2.3.5-Cvclohexanetetrol. (1.al... 148 C6H1204 053585-08-3 16
5 Cyclobutanecarboxylic acid, pent... 170 C10H1802 1000280-40-2 16

Abundance Scan 956 (7.710 min): BF119529.D (-948) (-) m/z 43.00 100.00%
43
85
5000 101
o
7.40 7.60 7.80 8.00
111
0..,....,....,....|,!...,...‘., |,| b B 222 M3 Tm/z 55.00  97.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20966: Pentanoic acid, 1-methylethyl ester
85
60
43 103
5000 U UL R U A
7.40 7.60 7.80 8.00
73 m/z 60.00 83.67%
0 \\ 35\‘ ‘ L 94 115 1%9 144
I i iy e'o 70 8 80 100 110 120 130 140 180
Abundance
60
101 7.40 7.60 7.80 8.00
5000 m/z 41.10 60.54%
45
0 33 73 86
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #7171: 5-Hexenoic acid e AR
60 7.40 7.60 7.80 8.00
m/z 85.10 58.26%
5000 41 68
‘ ‘ 114
0 'W'%?'P'jﬂl”"ljm'?%du"”MM'”'?}'”I"“h'"W""P"'P"'I”"I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.40 7.60 7.80 8.00

8270-BF031820.M Thu Mar 26 15:31:38 2020

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119529.D

Aca On : 26 Mar 2020 6:03

Operator : CG/JU

Sample : L2026-01

Misc :

ALS Vial : 12 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 unknown7.75 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.75 13.34 ng 1601780 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N-(5-Oxo-tetrahvdro-furan-2-vlme... 157 C7H11NO3 1000188-71-2 43
2 Sulfurous acid. decvl 2-propvl e... 264 C13H2803S 1000309-12-1 38
3 Valeric acid. 4-pentadecvl ester 312 C20H4002 1000281-99-4 27
4 Sulfurous acid. butyl isohexvl e... 222 C10H2203S 1000309-17-2 27
5 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 27
Abundance Scan 963 (7.751 min): BF119529.D (-958) (-) m/z 57.00 100.00%
5000

7.40 7.60 7.80 8.00

109, 125137 151

0 m/z 59.00 25.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29368: N-(5-Oxo-tetrahydro-furan-2-ylmethyl)-acetamide
30
43
73 85
5000
60 740 7.60 7.80 8.00

98 m/z 97.00 16.55%
| 5129949 157

o

‘\‘ wll ) ) U
L B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43
e e
57 7.40 7.60 7.80 8.00
5000 71 85 m/z 56.00 10.71%
. 29 99 111 125 141 175 205
L w2 R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #154950: Valeric acid, 4-pentadecy! ester R BEaEE o e
8 7.40 7.60 7.80 8.00
m/z 58.00 9.13%
41 >7
5000 29
69 03
o 103 125 140 157163 182 210 227
- IIIIIIIIIIIIIIIIII L IIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119529.D

Aca On : 26 Mar 2020 6:03

Operator : CG/JU

Sample : L2026-01

Misc :

ALS Vial : 12 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 2-Propanol, 1-[1-methyl-2-(... Concentration Rank 4

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

8.36 37.71 ng 4527530 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 1-Tl1l-methvl-2-(2-pro... 174 C9H1803 055956-25-7 83
2 1-Propanol. 2-(2-hvdroxvpropoxv)- 134 C6H1403 000106-62-7 72
3 Tetraalvme 222 C10H2205 000143-24-8 72
4 1-(1-Methoxvpropan-2-vloxv)propa... 232 C12H2404 1000367-13-4 72
5 1-Propanol, 2,2"-oxybis- 134 C6H1403 000108-61-2 64

Abundance Scan 1066 (8.357 min): BF119529.D (-1062) (-) m/z 59.00 100.00%
5p
5000
4 103 800 820 840 860
ol 50l 7386 ,|. A5 181 146 172 Tpysz 102.95  17.55%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41681: 2-Propanol, 1-[1-methyl-2-(2-propenyloxy)ethoxy]-
50
5000 4l SRR U SN
103 8.00 8.20 8.40 8.60
31 m/z 41.10 15.40%
ol 15 MJ ol 73 85 117 129 143 159 174
miz--> 20 40 60 80 100 120 140 160 180
Abundance
59
8.00 8.20 8.40 8.60
5000 m/z 57.00 14 .50%
31 e 103
75 89
e L S L L WL UL UL LN B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #78616: Tetraglyme
50 8.00 8.20 8.40 8.60

m/z 44_.95 12 _.38%

5000

m/z--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60

8270-BF031820.M Thu Mar 26 15:31:42 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119529.D

Aca On : 26 Mar 2020 6:03

Operator : CG/JU

Sample : L2026-01

Misc :

ALS Vial : 12 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 15 2,4-Diethyl-6-methyl-1,3,5-... Concentration Rank 5

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

8.39 29.49 ng 3540550 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Diethvl-6-methvl-1.3.5-trioxane 160 C8H1603 117888-04-7 83
2 2-Butanol. 3.3"-oxvbis- 162 C8H1803 054305-61-2 72
3 2-Propanol. 1-(2-methoxvy-1-methyvy... 148 C7H1603 020324-32-7 72
4 1-(1-Methoxvpropan-2-vloxv)propa... 232 C12H2404 1000367-13-2 72
5 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 64

Abundance Scan 1072 (8.392 min): BF119529.D (-1069) (-) m/z 59.00 100.00%
99
5000
| ‘ 1 8.00 820 8.40 8.60 8.80
0 ...,....,|"....i..7.3.,5.“?..,'..1.1.5,..1??,1.4.6.1.5,9..1?2],....,210.7.. m/z 57.10  30.66%
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #31263: 2,4-Diethyl-6-methyl-1,3,5-trioxane
59
5000
8.00 8.20 8.40 8.60 8.80
45 103 m/z 45.00  27.02%
o2 i ‘\‘ ‘ 74 g7 | 115 131 145 150
m/z--> 20 40 60 80 100 150 140 160 180 200
Abundance
59
8.00 8.20 8.40 8.60 8.80
5000 31 m/z 41.00 19.50%
45 103
0 SN T -1 N - .. —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23089: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59 8.00 8.20 8.40 8.60 8.80
m/z 103.00 19.39%
5000 45
73
21 103
o “ M A 89 M 117 130
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 8.00 8.0 840 8.60 8.80

8270-BF031820.M Thu Mar 26 15:31:44 2020 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119529.D

Aca On : 26 Mar 2020 6:03

Operator : CG/JU

Sample : L2026-01

Misc :

ALS Vial : 12 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 16 Benzeneacetic acid Concentration Rank 20

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

8.42 6.69 ng 802952 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneacetic acid 136 C8H802 000103-82-2 94
2 Propanedioic acid. phenvl- 180 C9H804 002613-89-0 72
3 2-Benzvloxv-4-bromobutane-1.3-diol 274 C11H15Br03 1000191-12-1 50
4 5-Benzvloxv-2-nitrotoluene 243 C14H13N0O3 022424-58-4 50
5 Benzene, l-methyl-3-nitro- 137 C7H7NO2 000099-08-1 50

Abundance Scan 1077 (8.422 min): BF119529.D (-1074) (-) m/z 91.00 100.00%
Ji
5000
136
65 8.00 820 840 8.60 8.80
39 105 | : : - - -
o 78205022 | te0 136,00 27, 24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #16280: Benzeneacetic acid
g1
5000 SRS RAES AR SRR
136 8.00 820 840 8.60 8.80
65 m/z 65.00 17.26%
ol 1 | 78 | 105118
m/z--> 20 Jo eb 85 160 150 150 160 180 200 220 240 2éo 2éo
Abundance
91
8.00 820 840 8.60 8.80
5000 m/z 92.00 16.72%
136
65
ol.27 a4 78 | 105118 152 177
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #122149: 2-Benzyloxy-4-bromobutane-1,3-diol
g1 8.00 820 840 8.60 8.80
m/z 39.00 6.31%
5000
65
29 43 | 75 | 107150134 151 177 194 23 276

o

_r'_'_'_'—l_'_'_'_'—l_'_'—'_'—l_'_'_'_'—l_'_'_'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 8.00 8.20 8.40 8.60 8.80

8270-BF031820.M Thu Mar 26 15:31:45 2020 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119529.D

Aca On : 26 Mar 2020 6:03

Operator : CG/JU

Sample : L2026-01

Misc :

ALS Vial : 12 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 17 n-Hexadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.90 13.09 ng 1727420 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Undecanoic acid 186 C11H2202 000112-37-8 86
5 Dodecanoic acid 200 C12H2402 000143-07-7 81
Abundance Scan 1668 (11.898 min): BF119529.D (-1665) (-) m/z 43.05 100.00%
43 60 43
5000
129 s/ A P e
101115 | |,2157171185,09%13,7 256 11.60 11.80 12.00 12.20
0L m/z 60.00 88.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73
5000 29 256 A B BN BN SULA
nmumnmnm
21 m/z 73.00 82.98%
m/z--> 25 45 eb 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
nmumnmn%
5000 129 m/z 57.00 78.05%
29 87 115 171
185 214
olas L W WU BTL L RS et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid T T T T TR
3 60 73 11.60 11.80 12.00 12.20

m/z 55.00 69.36%

5000 129

29
||||||||||| T I L I I

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

199
143 157171185 242

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119529.D

Aca On : 26 Mar 2020 6:03

Operator : CG/JU

Sample : L2026-01

Misc :

ALS Vial : 12 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 18 Octadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.69 8.66 ng 1142870 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 n-Decanoic acid 172 C10H2002 000334-48-5 60
5 Dodecanoic acid 200 C12H2402 000143-07-7 59

Abundance Scan 1803 (12.692 min): BF119529.D (-1800) (-) m/z 43.05 100.00%

43

5000
12.40 12.60 12.80 13.00
ob—rdlls m/z 60.00 88.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131262: Octadecanoic acid
73
43
129
5000| 28 284
12.40 12.60 12.80 13.00
m/z 57.00 86.47%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43 0
R RS REEEEESR
12.40 12.60 12.80 13.00
5000 129 m/z 73.00 80.68%
83
101 157 185 213 256
0 239
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #84453: Tetradecanoic acid
73 12.40 12.60 12.80 13.00
23 m/z 55.00 75.84%
5000 129
185 228 wwvvwﬂWAﬂvﬂkJL\WJ“JV¥”JMWJ
ol ‘ L, W M 109108 Lo .l.. e || T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12. 40 12 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119529.D

Aca On : 26 Mar 2020 6:03

Operator : CG/JU

Sample : L2026-01

Misc :

ALS Vial : 12 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 19 1-Docosene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.87 8.35 ng 667850 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 92
2 Oxalic acid. isobutvl tetradecvl... 342 C20H3804 1000309-37-9 91
3 Oxalic acid. pentadecvl propvl e... 342 C20H3804 1000309-26-8 90
4 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 87
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 83
Abundance Scan 2003 (13.868 min): BF119529.D (-2000) (-) m/z 57.00 100.00%
57
5000
83
ﬂ 11 ' 13.60 13.80 14.00 14.20
ol e b al40161183 213 251275209 340 428 | potUu300 72250
m/z--> 50 100 150 200 250 300 350 400
Abundance #151538: 1-Docosene
55
97
5000 LRI B DU BRI B
29 13 60 13. 80 14. oo 14 20
‘ ‘125 m/z 55.00 51.01%
oL ,\\,\,\IM ,\H\,M‘I plogesae w8
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
'13.60 13.80 14.00 14.20
5000 m/z 71.10 43 .57%
29
o 11 148 195 241
m/z--> §o 160 1éo 260 250 360 3%0 460
Abundance #178430: Oxalic acid, pentadecy! propy! ester S B R B e
43 13.60 13.80 14.00 14.20
m/z 41.00 34.20%
71
5000 o7 255
o ;\ RN 153 182 210 208
m/z--> % 1& mo ﬁ 250 %o 350 4& anmmmmm

8270-BF031820.M Thu Mar 26 15:31:51 2020 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032520\
Data File : BF119529.D

Aca On : 26 Mar 2020 6:03

Operator : CG/JU

Sample : L2026-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

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

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

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

Peak Number 20 Heptacosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.49 6.74 ng 539039 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 87
3 Pentadecane 212 C15H32 000629-62-9 83
4 Hexadecane 226 Cl16H34 000544-76-3 81
5 Octacosane 394 C28H58 000630-02-4 76
Abundance Scan 2109 (14.492 min): BF119529.D (-2106) (-) m/z 57.00 100.00%
g7
5000
85
113 14.20 14.40 14.60 14.80
ol ,J. . Jl', L1169 211230 268294319342369307 426 470 | 75 43.00  58.74%
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #202662: Heptacosane
57
5000 L B UL B R
85 14.20 14.40 14.60 14.80
m/z 71.10 52 .88%
0 2? | | 118141160197 225 253 281 323 351 380
m'z--> 0 55 100 150 200 250 300 350 400 450
Abundance
57
14.20 14.40 14,60 14.80
5000 85 m/z 85.05 35.07%
113 155
. 183 Hog
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #71393: Pentadecane R e ERREma
57 14.20 14.40 14.60 14.80
m/z 55.05 20.15%
5000 85
29
o \\‘J (113141 169 212
m'z--> 0 50 100 150 260 250 300 350 400 450 14.20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032520\
Data File : BF119529.D

Acq On : 26 Mar 2020 6:03

Operator : CG/JU

Sample : L2026-01

Misc :

ALS Vial : 12 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]
2-Pentanone, 4-hy... 5.09 16.5 ng 1782130 1 6.85 2165500 20.0
Butanoic acid 5.65 9.0 ng 975127 1 6.85 2165500 20.0
1-Heptanol, 6-met... 6.61 24 .9 ng 2692480 1 6.85 2165500 20.0
1-Pentene, 3,3-di... 6.92 27.8 ng 3004870 1 6.85 2165500 20.0
unknown6 .96 6.96 47.7 ng 5162020 1 6.85 2165500 20.0
unknown7 .03 7.03 13.1 ng 1414900 1 6.85 2165500 20.0
unknown? .33 7.33 7.5 ng 809534 1 6.85 2165500 20.0
3-Methyl-hexanoic. .. 7.65 14.3 ng 1717020 2 8.13 2401160 20.0
unknown7 .71 7.71 13.3 ng 1592980 2 8.13 2401160 20.0
unknown7 .75 7.75 13.3 ng 1601780 2 8.13 2401160 20.0
2-Propanol, 1-[1-... 8.36 37.7 ng 4527530 2 8.13 2401160 20.0
2,4-Diethyl-6-met. .. 8.39 29.5 ng 3540550 2 8.13 2401160 20.0
Benzeneacetic acid 8.42 6.7 ng 802952 2 8.13 2401160 20.0
n-Hexadecanoic acid 11.90 13.1 ng 1727420 4 11.37 2639270 20.0
Octadecanoic acid 12.69 8.7 ng 1142870 4 11.37 2639270 20.0
1-Docosene 13.87 8.3 ng 667850 5 14.02 1599130 20.0
Heptacosane 14.49 6.7 ng 539039 5 14.02 1599130 20.0
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