LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG012720\
Data File : BG044218.D
Aca On : 27 Jan 2020 16:51 Instrument :
Operator : CG/JU (B.‘,'I\!A_(t;S el

- _ lentosampleld :
3?22'6 : L1245-01 20200063-AMENDED-COMP-1
ALS Vial : 8 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 G\METHODS\8270-BG123019.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

5.508 405 412 427 rBV 644621 1097629 19.31% 3.328%
6.977 655 662 671 rBv2 53820 133132 2.34% 0.404%
rvB 398123 799981 14.08% 2.426%
7.929 817 824 831 rBV 315672 548021 9.64% 1.662%
7.999 831 836 843 rvv 53176 88378 1.55% 0.268%
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8.252 872 879 891 rvVB 1271627 2285264 40.21% 6.929%
9.086 1013 1021 1030 rBV 1022786 1877985 33.04% 5.694%
rvB 41303 71052 1.25% 0.215%
10.091 1179 1192 1207 rBV 94385 270465 4._.76% 0.820%
10.731 1294 1301 1316 rVB 443548 817144 14.38% 2.478%

QOO ~NO®
©
=
()]
(00]
=
o
W
o
=
o
w
)]
=
o
N
w

11 12.864 1658 1664 1672 rBV2 75542 152368 2.68% 0.462%
12 13.187 1712 1719 1734 rBV 2823016 4601485 80.96% 13.953%
13 14.016 1853 1860 1872 rVB 123933 201744 3.55% 0.612%
14 14.562 1946 1953 1961 rBV2 721808 1224828 21.55% 3.714%
15 14.627 1961 1964 1974 rVB 55139 106490 1.87% 0.323%

16 14.838 1993 2000 2004 rBV5 39541 70577 1.24% 0.214%
17 14.997 2018 2027 2038 rBV 164943 321396 5.65% 0.975%
18 15.573 2120 2125 2129 rBV2 50377 85150 1.50% 0.258%

19 16.054 2200 2207 2221 rVB 2106590 3298837 58.04% 10.003%
20 16.313 2243 2251 2260 rVB 56295 117069 2.06% 0.355%

21 16.401 2260 2266 2270 rBV 108581 179414 3.16% 0.544%
22 16.460 2272 2276 2282 rVB2 97048 173023 3.04% 0.525%
23 16.519 2282 2286 2290 rBV2 93734 132687 2.33% 0.402%
24 16.566 2290 2294 2297 rBV 55332 70182 1.23% 0.213%
25 16.718 2315 2320 2327 rVB4 163475 286396 5.04% 0.868%

26 16.789 2327 2332 2335 rBV 85660 122066 2.15% 0.370%
27 16.859 2341 2344 2357 rVB 67161 111548 1.96% 0.338%
28 17.065 2373 2379 2395 rBV6 102302 258391 4 _55% 0.783%
29 17.306 2413 2420 2433 rBV 816431 1326302 23.34% 4.022%
30 18.211 2570 2574 2584 rBV2 83451 143744 2.53% 0.436%

31 19.362 2766 2770 2776 rVB 50027 73092 1.29% 0.222%
32 19.715 2826 2830 2833 rBV3 50710 71050 1.25% 0.215%
33 19.926 2859 2866 2878 rBV 4108974 5683519 100.00% 17.233%
34 20.244 2917 2920 2927 rVB 52643 67833 1.19% 0.206%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012720\

Data File : BG044218.D

Aca On - 27 Jan 2020 16:51

Operator : CG/JU

3?22'6 : L1245-01 20200063-AMENDED-COMP-1
ALS Vial : 8 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 G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 20.737 2998 3004 3008 rBV2 82046 101365 1.78% 0.307%

36 21.231 3083 3088 3102 rBV 304500 591132 10.40% 1.792%
37 21.554 3137 3143 3154 rBV 818618 1353520 23.81% 4.104%
38 21.765 3174 3179 3190 rVB 178306 260029 4._.58% 0.788%
39 22.359 3274 3280 3286 rBV 226199 364330 6.41% 1.105%
40 23.035 3388 3395 3404 rVB 244137 455155 8.01% 1.380%

41 23.810 3519 3527 3540 rBVY 236785 518714 9.13% 1.573%
42 24.662 3662 3672 3679 rBV2 495583 1420281 24.99%% 4_.307%
43 24.727 3679 3683 3692 rVvB2 199030 467799 8.23% 1.418%
44 25.819 3860 3869 3881 rVB3 130013 391810 6.89% 1.188%
45 27.118 4083 4090 4101 rVB2 59214 187141 3.29% 0.567%

Sum of corrected areas: 32979518
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012720\

Data File : BG044218.D

Aca On - 27 Jan 2020 16:51

Operator : CG/JU

ﬁ?ggle : L1245-01 20200063-AMENDED-COMP-1
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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: BG044218.D
4000000

3000000

2000000

8.25

1000000 9.09

5.51
7.10 793 10.73
6. $.00 17 10.09 ﬂ 12¢

Time--> 3.50 4.00 450 500 550 6.00 6. 50 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG044218.D
4000000 19,93

3000000 13.19

16.05
2000000

1000000 17.31 21.55

20.24 20.74 2L23 |01 77 2236

0 = A ‘
Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG044218.D
4000000

3000000
2000000

1000000

24.66
23.03 23.81 ?%13

25.82
27.12

s R

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG012720\
Data File : BG044218.D

Aca On 27 Jan 2020 16:51

Operator : CG/JU

Sample : L1245-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 1 Hexanoic acid Concentration Rank 9

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

6.98 4.86 ng 133132 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 90
2 Pentanoic acid 102 C5H1002 000109-52-4 72
3 Propanedioic acid. propvl- 146 C6H1004 000616-62-6 64
4 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 59
5 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 36

Abundance Scan 663 (6.983 min): BG044218.D (-655) (-) m/z 60.10 100.00%
6o
5000 73
41
87
| ‘I| |48 53|” | 6.60 6.80 7.00 7.20 7.40
ob—rrr e S T e e ey m/z 73.00 47 .66%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #8070: Hexanoic acid
60
73 ESEESE S SRS R R
5000 27 a1 6.60 6.80 7.00 7.20 7.40
g7 m/z 41.10 31.85%
o =3 ‘\47 53 | 67 | 80 | 03 99
m/z--> fo ' ' Jo 55 60 fo 85 §0 160 '
Abundance
60
6.60 6.80 7.00 7.20 7.40
5000 5 m/z 43.05 19.71%
27 41
0 15 47 53 87 101
LN SURLELN SURL BRI SURILELS SURLLELNN JLLELE S DU SURELS SURILIL SR
m/z--> 10 30 40 50 60 70 80 90 100
Abundance #21817: Propanedioic acid, propyl— LI (LN L L L Y B
44 60 6.60 6.80 7.00 7.20 7.40
m/z 55.10 17.96%
5000 73
0 "|""|""|"'3§|'"|??" ""I'l"l"ézl""l""l
m/z--> 10 50 60 70 80 90 100 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012720\

Data File : BG044218.D

Aca On - 27 Jan 2020 16:51

Operator : CG/JU

ﬁ?ggle : L1245-01 20200063-AMENDED-COMP-1
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 1-Hexanol, 2-ethyl- Concentration Rank 13

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

8.00 3.23 ng 88378 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 90
2 1-Decene. 2.4-dimethvl- 168 C12H24 055170-80-4 53
3 2-Propvl-1-pentanol 130 C8H180 058175-57-8 50
4 2-Ethvl-1-hexanol. methvl ether 144 C9H200 1000365-10-2 47
5 Oxalic acid, isobutyl heptyl ester 244 C13H2404 1000309-37-2 43

Abundance Scan 836 (7.999 min): BG044218.D (-831) (-) m/z 57.05 100.00%
7
5000 a1
70 83
lL | 98 119 7.60 7.80 8.00 8.20 8.40
O T o T o o SR m/z 41.05 36.62%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13661: 1-Hexanol, 2-ethyl-
57
5000 41
29 7.60 7.80 8.00 8.20 8.40
70 83 m/z 43.10 32.49%
o2 Mol o B2
m/z--> 20 40 60 80 100 120 140 160
Abundance
43 57
a3 760 7.80 8.00 8.20 8.40
5000 - m/z 55.05 24_76%
29
112
0 o7 125 153 168
miz--> 20 40 60 80 100 120 140 160
Abundance #13668: 2-Propyl-1-pentanol
57 7.60 7.80 8.00 8.20 8.40
m/z 83.10 21.94%
5000 a1
- 70
83
ol 15 .Hh Al %?. N
m/z--> 20 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012720\

Data File : BG044218.D

Aca On - 27 Jan 2020 16:51

Operator : CG/JU

ﬁ?ggle : L1245-01 20200063-AMENDED-COMP-1
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Cyclopentene Concentration Rank 17

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

9.17 2.59 ng 71052 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene 68 C5H8 000142-29-0 64
2 Bicvclol2.1.01pentane 68 C5H8 000185-94-4 64
3 4-Vinvl-4_.5-dihvdro-3H-pvrazole 96 C5H8N2 063438-33-5 50
4 1-Butvne. 3-methvl- 68 C5H8 000598-23-2 47
5 2-Cyclopenten-1-one, 4-methoxy- 112 C6H802 061322-97-2 47

Abundance Scan 1035 (9.168 min): BG044218.D (-1030) (-) m/z 67.10 100.00%
67
5000 53 112
I Mo e ok o sk obo
83 96 : - : : :
ol b 8398 122 | s s 80..000%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #429: Cyclopentene
67
5000
39 8.80 9.00 9.20 9.40 9.60
07 53 m/z 112.00 44 _68%
0'”I}?I”AI”JHL”Fﬁ”I”mI”'W”'W”'W”'W”'W”'W”'W'”W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
67
880 9.00 9.20 9.40 9.60
5000 39 m/z 68.05 30.64%
53
27
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2776: 4-Vinyl-4,5-dihydro-3H-pyrazole
53 67 8.80 9.00 9.20 9.40 9.60
39 m/z 39.10 22.09%
5000 27
0”W'”W”LH”AP'”MLW'NW”'E{”P?EP”W'”W””P'”P“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012720\

Data File : BG044218.D

Aca On - 27 Jan 2020 16:51

Operator : CG/JU

ﬁ?ggle : L1245-01 20200063-AMENDED-COMP-1
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 n-Decanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.86 2.49 ng 152368 Acenaphthene-d10 14.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 87
2 Alpha-l1-rhamnopvranose 164 C6H1205 035810-56-1 47
3 Nonanoic acid 158 C9H1802 000112-05-0 43
4 Propanedioic acid. propvl- 146 C6H1004 000616-62-6 38
5 Maltose 342 C12H22011 000069-79-4 38
Abundance Scan 1663 (12.858 min): BG044218.D (-1658) (-) m/z 73.00 100.00%
60 7B
41
5000 129
83
5 | 101 115 143 12.60 12.80 13.00 13.20
0 N A T N Y A m/z 60.10 94.99%
m/z--> 20 40 60 80 100 120 140 160
Abundance #39473: n-Decanoic acid
60 73
41
5000 129
12.60 12.80 13.00 13.20
29 87 1oy 115 s m/z 41.10 61.85%
B O O o =2
m/z--> 20 40 60 80 100 120 140 160
Abundance
60 73
1260 12.80 13.00 13.20
5000 43 m/z 43.05 56.95%
29
18 110
o 84 100 119128 147 164
miz--> 20 40 60 80 100 120 140 160
Abundance #30180: Nonanoic acid B AN B e e B,
60 73 12.60 12.80 13.00 13.20
m/z 55.05 46 .95%
41
5000
29
115
“ 87 o8 129
Ouuuluslu‘l‘..‘i‘l‘.sawl“ “‘Hl‘..l“‘i‘....|....|...1.5|8....| PR T
m/z--> 20 40 60 80 100 120 140 160 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012720\

Data File : BG044218.D

Aca On - 27 Jan 2020 16:51

Operator : CG/JU

ﬁ?ggle : L1245-01 20200063-AMENDED-COMP-1
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Dodecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.00 5.25 ng 321396 Acenaphthene-d10 14.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 98
2 Undecanoic acid 186 C11H2202 000112-37-8 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Nonanoic acid 158 C9H1802 000112-05-0 55
5 Pentadecanoic acid 242 C15H3002 001002-84-2 53
Abundance Scan 2028 (15.003 min): BG044218.D (-2018) (-) m/z 73.10 100.00%
60 78
43
5000
85 129 157
LJJ‘L 0015 1 g | 171 0 247 14.60 14.80 15.00 15.20 15.40
0! m/z 60.00 86.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #61120: Dodecanoic acid
60 73
43
5000 129
157 14.60 14.80 15.00 15.20 15.40
29 101115 m/z 43.10 61.87%
L e g
o ,;§|,\,,,|,\, V) T W o o
m/z--> 20 60 80 100 120 140 160 180 200 220 240
Abundance
60 73
14,60 14.80 15.00 15.20 15.40
5000 43 m/z 41.10 60.31%
29 85 129 143
115 186
oL 15 101 157971
IR RS R R AR SRR BEARE DA DA BN BN L B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #84453: Tetradecanoic acid P e
60 78 14.60 14.80 15.00 15.20 15.40
43 m/z 55.10 56.20%
5000 129
185 228
8 115 | 1435171
0 ||||||| H\ H‘ |||fl-|5|7|||||‘||1|99||2:|L|3|||‘||||||| R i
m/z--> 20 80 100 120 140 160 180 200 220 240 14. 60 14. 80 15. oo 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012720\

Data File : BG044218.D

Aca On - 27 Jan 2020 16:51

Operator : CG/JU

ﬁ?ggle : L1245-01 20200063-AMENDED-COMP-1
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.40 2.71 ng 179414 Phenanthrene-d10 17.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 72
2 Phenol. 2-methvl-5-(1-methvlethvl)- 150 C10H140 000499-75-2 72
3 Carbamic acid. N-T1.1-bis(triflu... 413 C19H25F6NO2 296242-69-8 72
4 4-tert-Butvlphenvl acetate 192 C12H1602 003056-64-2 64
5 4-(1,1-Dimethylpropyl)phenyl ace... 206 C13H1802 1000373-45-3 64
Abundance Scan 2266 (16.401 min): BG044218.D (-2260) (-) m/z 135.05 100.00%
135
5000
M s o1 1?7 15181 207 16.00 16.20 16.40 16.60 16.80
Ol e el e PR T e e e m/z 107.10 13.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66119: Phenol, 4-(1,1,3,3-tetramethyloutyl)-
135
5000 VU R
16.00 16.20 16.40 16.60 16.80
o7 m/z 136.00 10.66%
ol 18 41 57 75 917 17 296
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260 280 300
Abundance
135
16.00 16.20 16.40 16.60 16.80
5000 m/z 41.10 7.09%
91
. 39 &5 17 45
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #216795: Carbamic acid, N-[1,1-bis(trifluoromethyl)ethyl]-... A R Ema e E e e
135 16.00 16.20 16.40 16.60 16.80
m/z 43.10 5.99%
5000
107
0 41 57 74 917 161 188206 231247 281300
m/z--> 20 4'0 6|0 80 1(')0 120 140 160 180 200 220 240 260 280 300 16.00 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012720\

Data File : BG044218.D

Aca On - 27 Jan 2020 16:51

Operator : CG/JU

ﬁ?ggle : L1245-01 20200063-AMENDED-COMP-1
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 5H-Pyrrolo(3,2-d)pyrimidine... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.46 2.61 ng 173023 Phenanthrene-d10 17.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5H-Pvrrolo(3.2-dYpvrimidine-2.4-... 149 C6H7N5 1000244-21-4 53
2 Butanamide. N-(2-methvIphenvI)-3... 191 C11H13NO2 000093-68-5 41
3 Butanamide. N-(4-methviphenvI)-3... 191 C11H13NO2 002415-85-2 38
4 Phthalic acid. 2-methvilphenvl pr... 298 C18H1804 1000314-95-1 38
5 1,2-propanedione,1-(3,4-methylen... 192 C10H804 1000378-93-0 30
Abundance Scan 2276 (16.460 min): BG044218.D (-2272) (-) m/z 149.10 100.00%
149
107
5000
191
515 7|7 1%3 220 430 16.20 16.40 16.60 16.80
Obrrrprrr bbbttt il e ey M/Zz 107.00 81.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #23475: 5H-Pyrrolo(3,2-d)pyrimidine-2,4-diamine
149
5000
107 16.20 16.40 16.60 16.80
m/z 121.05 61.47%
53 80 132
0 28 (A ) Il ‘ |
m/z--> 20 40 60 85 100 150 140 160 180 200 220 240 260 280 300 320
Abundance
107
16.20 16.40 16.60 16.80
5000 43 191 m/z 191.10 32.62%
77 133
ol 59 149 173
vavwwmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #53714: Butanamide, N-(4-methylphenyl)-3-oxo-
107 16.20 16.40 16.60 16.80
m/z 135.10 28.06%
5000 191
43 133
77
o 15 1,59 ., 149
IIII""I""I""IIIII LS AR SR B LA LA KRN SRS BARRS LARRI AL RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012720\

Data File : BG044218.D

Aca On - 27 Jan 2020 16:51

Operator : CG/JU

ﬁ?ggle : L1245-01 20200063-AMENDED-COMP-1
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 unknownl6.52 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.52 2.00 ng 132687 Phenanthrene-d10 17.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 30
2 Benzene. 1l-ethoxv-4-T2-(4-pentvl._.. 302 C21H340 084360-93-0 30
3 Hexestrol. O-acetvl- 312 C20H2403 1000374-87-8 27
4 4.6-Bis(4-ethoxvbenzvlthio)-5-ni... 457 C22H23N304S2 325957-76-4 27
5 2,5-Cyclohexadiene, 1,4-diethyl-._. 164 C12H20 1000150-21-6 27
Abundance Scan 2286 (16.519 min): BG044218.D (-2282) (-) m/z 135.10 100.00%
135
107
5000
4r ?7 7 165 191 559 330 16.20 16.40 16.60 16.80
Olrrrprrrebrrstbpser bbbl 295 b e pererreeooey || M/z 149.05 84 .92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #23711: Phenol, m-tert-butyl-
135
5000
107 16.20 16.40 16.60 16.80
M m/z 121.00 80.29%
NEI 65 9 \11
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260 280 300 320
Abundance
135
107 16.20 16.40 16.60 16.80
5000 m/z 107 .05 64 .40%
29
55
o 7 161 187 302
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #154882: Hexestrol, O-acetyl-
135 16.20 16.40 16.60 16.80
m/z 41.05 17.06%
5000
107
2743 65 91 | | 152 176193211 241 312
m/z--> 25&&)%ﬁmmﬁmmmmmnmmmm%mmﬁ' 1620 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012720\

Data File : BG044218.D

Aca On - 27 Jan 2020 16:51

Operator : CG/JU

ﬁ?ggle : L1245-01 20200063-AMENDED-COMP-1
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Acetamide, N-(3-methylphenyl)- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
16.72 4.32 ng 286396 Phenanthrene-d10 17.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. N-(3-methvIiphenvl)- 149 C9H11NO 000537-92-8 52
2 Acetamide. N-(4-methviphenvI)- 149 C9H11NO 000103-89-9 50
3 Acetamide. N-(2-methviphenvI)- 149 C9H11NO 000120-66-1 50

1-(6-Methvl-2-pvridvD)propan-2-one 149 C9H11NO 065702-08-1 50
5 Phenol, 4-(1,1-dimethylethyl)-2-___. 164 C11H160 000098-27-1 30
Abundance Scan 2320 (16.718 min): BG044218.D (-2315) (-) m/z 149.05 100.00%
149
107
5000 121
43 55
135 163 177 16.40 16.60 16.80 17.00
0I”|””|||”I||||..L|I|I .|||. “.!.'.','..l'."l.l'. ..,l..'..ll.'..1.9|9....|?2.8.. m/z 107.00 75.01%
m/z--> 20 40 100 120 140 160 180 200 220
Abundance #23629. Aceta?de, N-(3-methylphenyl)-
107
5000
149 16.40 16.60 16.80 17.00
43 m/z 121.10 43.70%
L1527 | 65T o1 | 12013
m/z--> 20 40 éo 80 100 120 140 160 180 200 220
Abundance
107
16.40 16.60 16.80 17.00
5000 149 m/z 55.10 25.02%
43
15 27 65 | o1 120132
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23634: Acetamide, N-(2-methylphenyl)- I AR EE S s s R
107 16.40 16.60 16.80 17.00
m/z 73.05 24 .27%
5000 149
43
15 27 “ . 65 ‘T 91 | 120 134
m/z--> 25 40 éo 80 100 120 140 160 180 200 220 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012720\

Data File : BG044218.D

Aca On - 27 Jan 2020 16:51

Operator : CG/JU

ﬁ?ggle : L1245-01 20200063-AMENDED-COMP-1
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 unknownl7.07 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

17.07 3.90 ng 258391 Phenanthrene-d10 17.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene. 2-methvl-5-propvl- 140 C8H12S 033933-73-2 27
2 1-Methvl-3-n-propvl-2-pvrazolin-... 140 C7H12N20 031272-04-5 27
3 11-Oxa-tricvclol4.4.1.0(1.6)1lund... 168 C10H1602 1000186-25-5 27
4 2-Cyclopenten-1-one. 4-butvl-3-m... 168 C10H1602 053690-92-9 25
5 2-Propenal, 2-methyl-, diethylhy... 140 C8H16N2 075268-11-0 22

Abundance Scan 2380 (17.071 min): BG044218.D (-2373) (-) m/z 43.05 100.00%

111

5000

16.80 17.00 17.20 17.40

o m/z 111.00 93.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18551: Thiophene, 2-methyl-5-propyl-
111
5000
140 16.80 17.00 17.20 17.40
m/z 41.10 47 .84%
7 M T w
O e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
111
43 IIIIIIIIIIIIIIIIIIIIIII
16.80 17.00 17.20 17.40
5000 140 m/z 107.05 44 . 79%
15 27 69
55
83 97 125
O T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36426: 11-Oxa-tricyclo[4.4.1.0(1,6)]undecan-2-ol
111 16.80 17.00 17.20 17.40

m/z 178.10 42 .38%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012720\

Data File : BG044218.D

Aca On - 27 Jan 2020 16:51

Operator : CG/JU

ﬁ?ggle : L1245-01 20200063-AMENDED-COMP-1
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 n-Hexadecanoic acid Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
18.21 2.17 ng 143744 Phenanthrene-d10 17.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 2574 (18.211 min): BG044218.D (-2570) (-) m/z 73.00 100.00%
43 oo T8
5000 129
9 115 157, _.185 213 AP AL UL B B
1437 17177199 | 227 256 17.80 18.00 18.20 18.40 18.60
(o} m/z 43.10 88.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 SRR R AR B B

17. 80 18. 00 18. 20 18. 40 18 60

m/z 60.10 82.09%
213
‘J‘H' 143 157171185 199
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 R RS R RO
17.80 18.00 18.20 18.40 18.60
5000 129 m/z 41.10 75.29%
29 87 185
115 143 __171 228
101
o 15 157 199519
R R B o e e R RARAERRmms
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid Al EEaEaE e
43 60 73 17.80 18.00 18.20 18.40 18.60
m/z 55.10 71.81%
5000 129
29
199
143 157171185 242
oL 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17. 80 18. 00 18. 20 18. 40 18 60

8270-BG123019.M Tue Jan 28 12:44:40 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012720\

Data File : BG044218.D

Aca On - 27 Jan 2020 16:51

Operator : CG/JU

ﬁ?ggle : L1245-01 20200063-AMENDED-COMP-1
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Oxalic acid, isobutyl hexad... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.23 8.73 ng 591132 Chrysene-di12 21.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 91
2 Oxalic acid. isobutvl pentadecvl... 356 C21H4004 1000309-38-0 91
3 Oxalic acid. isobutvl octadecvl ... 398 C24H4604 1000309-38-3 91
4 Oxalic acid. isobutyl heptadecvl... 384 C23H4404 1000309-38-2 91
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 87
Abundance Scan 3088 (21.231 min): BG044218.D (-3083) (-) m/z 57.10 100.00%
57

5000

-

21.00 21.20 21.40 21.60
m/z 43.10  77.24%

127 155 182 211 239

o 280

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester
57
5000 LA L L L L L L
21. OO 21 20 21. 40 21 60
29 m/z 71.10 62.35%
L ‘H M 27148 196 224 269
A AR S E R R e et aaa a  Eaasa
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
_'_'_'_'—I_'_'_'_'—I_'_'_'_'—r'_'_'_'—l_'_'_f
21.00 21.20 21.40 21.60
5000 m/z 55.10 48.41%
29 83

W57 148 182 210 255

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #211266: Oxalic acid, isobutyl octadecy! ester T T T T e T
57 21.00 21.20 21.40 21.60
m/z 83.10 46.78%
5000
29
0 N ‘,‘ L\ | 11127 148 169 224 252 %7
IIIIIIII IIIIIIIIIIIIIIII TTTT IIIIIIIIIIIIIIII IIIIIIIIIIIIIIII IIIIIII _'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_’_'_'_'—I_'_'_f
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG012720\
Data File : BG044218.D

Aca On 27 Jan 2020 16:51

Operator : CG/JU

Sample : L1245-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 14 Hexacosane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
21.77 3.84 ng 260029 Chrysene-di12 21.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 87
5 Tetracosane 338 C24H50 000646-31-1 74

Abundance Scan 3180 (21.771 min): BG044218.D (-3174) (-) m/z 57.10 100.00%
57
5000 85
IBMl mmmmmmnm
ol L | | 19 107 225252 281 385 Tz 71.10  72.48%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
21.40 21.60 21.80 22.00
m/z 43.10 61.01%
. 201 i m341?1 169 197 225 253 295 323 367
m/z--> 55 100 1%0 260 250 360 350 '
Abundance
57
21.40 21.60 21.80 2200
5000 g5 m/z 85.10 49 _.51%
29
oL L1514 169 197 225 253 281 300 337 365 304
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane ST TR T
57 21.40 21.60 21.80 22.00
m/z 41.10 21.32%
85
- \\/W\’*—/\\M"v
29 113
ol LA M0 107 225 53 296 eed o,
m/z--> 50 100 150 200 250 300 350 mmmmmmnm

8270-BG123019.M

Tue Jan 28 12:44:41 2020

20200063-AMENDED-COMP-1
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012720\

Data File : BG044218.D

Aca On - 27 Jan 2020 16:51

Operator : CG/JU

ﬁ?ggle : L1245-01 20200063-AMENDED-COMP-1
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.36 5.38 ng 364330 Chrysene-di12 21.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 3280 (22.359 min): BG044218.D (-3274) (-) m/z 57.10 100.00%
g7
85
5000
113 22.00 22.20 22.40 22.60
141 169
N ll i 97 225 249267 309 342 m/z 71.10 69.43%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000
22.00 22.20 22.40 22.60
m/z 43.05 65.11%
29 113
0 \‘ ‘L ‘\ “\ ‘hw h‘ H‘ il 1?1\169 197 225 253 296
m/z--> §o 160 150 200 2éo 300 350
Abundance
57
22.00 22,20 22.40 22.60
5000 85 m/z 85.05 52.52%
113 155
o 137 | 183 507008
m/z--> §o 160 150 200 250 300 350
Abundance #175558: Tetracosane
57 22.00 22.20 22.40 22.60
m/z 55.10 24 _.07%
85
5000
o ‘ (W ‘ | Mt 169 197 225 253 281 309 338
m/z--> % m 50 200 250 300 3% 2mwnwuwmo'
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012720\

Data File : BG044218.D

Aca On - 27 Jan 2020 16:51

Operator : CG/JU

ﬁ?ggle : L1245-01 20200063-AMENDED-COMP-1
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Tetracosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

23.81 7.30 ng 518714 Perylene-d12 24 .66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Hexadecane 226 C16H34 000544-76-3 87
5 Tetratetracontane 619 C44H90 007098-22-8 87

Abundance Scan 3527 (23.810 min): BG044218.D (-3519) (-) m/z 57.05 100.00%

g7
85
5000

23. 40 23. 60 23. 80 24. 00 24 20
3 141 183
ol 3Ll ‘l gy 16650 211 239 267 295 323341 m/z 71.05 71.62%

T T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85

5000 L s e
23. 40 23. 60 23. 80 24. OO 24 20

m/z 43.10 60.06%

29 113
0 \‘ ‘L ‘\ “\ I h‘ H‘ il 1?1\169 197 225 253 296
— e e e
m/z--> 50 100 150 200 250 300 350
Abundance
57

85 23. 40 23. 60 23. 80 24. OO 24.20
5000 m/z 85.10 55.33%
113
o 39 141 169 107 225 253 281 309 338
I e
m/z--> 50 100 150 200 250 300 350

Abundance #94344: Heptadecane P T T
57 23.40 23.60 23.80 24.00 24.20

m/z 55.05 24 .37%

5000 85
29
| t J o 1:!-3 141 169 197 2‘}0

ol e b e e el et it

T
m/z--> 50 100 150 200 250 300 350 23. 40 23. 60 23. 80 24. 00 24 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012720\

Data File : BG044218.D

Aca On - 27 Jan 2020 16:51

Operator : CG/JU

ﬁ?ggle : L1245-01 20200063-AMENDED-COMP-1
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Hentriacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24.73 6.59 ng 467799 Perylene-d12 24 .66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Hentriacontane 437 C31H64 000630-04-6 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 3684 (24.733 min): BG044218.D (-3679) (-) m/z 57.10 100.00%
57
5000
J]lll13 141 169 196 224 268 295 356 2440 2460 2480 2500 ”
L m/z 71.10 71.13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85
24.40 24.60 24.80 25.00
m/z 85.10 61.59%
. 2?« h L Hlﬁ31 41169 197 225 253 295 393 _ 367
m/z--> 55 100 150 260 2%0 360 3%0 460 !
Abundance
57
24.40 24.60 24.80 25.00
5000 85 m/z 43.10 61.27%
113 149
o 169 197 225 253 281 309 337 365 437
m/z--> 55 160 1%0 260 2%0 360 3%0 460 !
Abundance #141426: Heneicosane T TR
57 24.40 24.60 24.80 25.00
m/z 55.10 27 .68%
85
5000
29 113
oL L. | | |7]7 141 169 197 225 253 206
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 3&1;0 4(')0 ! 24. 40 24 60 24. 80 25. oo '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012720\

Data File : BG044218.D

Aca On - 27 Jan 2020 16:51

Operator : CG/JU

ﬁ?ggle : L1245-01 20200063-AMENDED-COMP-1
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 2-methyloctacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
25.82 5.52 ng 391810 Perylene-di12 24.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
4 Docosane 310 C22H46 000629-97-0 87
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 3869 (25.819 min): BG044218.D (-3860) (-) m/z 57.10 100.00%
g7
85
5000
| |113 141 169 197 225 253 205 255 25.60 25.80 26.00 26.20
ol b b L a7 7197 225 298 295 385 Tm/z 71.10 75.34%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 A BN SR BN I
25.60 25.80 26.00 26.20
113 m/z 85.10 59.53%
o 29 | MHL‘M | 717 141 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
85 25.60 25.80 26.00 26.20
5000 m/z 43.10 57.02%
29
0 13 141 160 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #185535: Heptadecane, 9-octyl- B n s B
57 25.60 25.80 26.00 26.20
m/z 99.10 20.71%
5000 85
ol 3| |13 141 169 197 22 567 204 323 332
m/z--> 50 100 150 200 250 300 350 ' 25.60 25.80 26.00 26.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012720\

Data File : BG044218.D

Aca On - 27 Jan 2020 16:51

Operator : CG/JU

ﬁ?ggle : L1245-01 20200063-AMENDED-COMP-1
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 20 Eicosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

27.12 2.64 ng 187141 Perylene-di12 24 .66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 87
3 Hexacosane 366 C26H54 000630-01-3 86
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 86
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
Abundance Scan 4090 (27.118 min): BG044218.D (-4083) (-) m/z 57.10 100.00%

57
85
5000 \v\/NMMm“*#jW\ﬂﬂnx~ﬁv_hwv
11 141 26,80 27.00 27.20 27.40
183

I ||" A 1637 2L 202 282 386 n/z 43.10 71.03%

m/z--> 50 150 200 250 300 350
Abundance #129491: Eicosane
57

5000 85 TT TTTT LR B TTTT
29 26,80 27.00 27.20 27.40
m/z 71.10 69.26%
0 J‘\ h L1 m113‘1f1 169 197 225 253 282
e e T R
miz--> 50 100 150 200 250 300 350
Abundance
57
26.80 27.00 27.20 27.40
5000 85 m/z 85.10 54.61%
113
0 29 141 169 197 225 267 295 365 393
e o e = S VLU
miz--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57 26.80 27.00 27.20 27.40
m/z 55.10 25.64%
5000 85
29
. ‘Ji ”1}311§1‘1§9 197 225 253 295 323 367
——r = AA e
miz--> 50 100 150 200 250 300 350 26,80 27.00 27.20 27.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG012720\
Data File : BG044218.D
Acq On : 27 Jan 2020 16:51 Instrument :
Operator : CG/JU (B.‘,'I\!A_(tSS el

- _ lentosampleld :
3?22'6 : L1245-01 20200063-AMENDED-COMP-1
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG123019.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]
Hexanoic acid 6.98 4.9 ng 133132 1 7.93 548021 20.0
1-Hexanol, 2-ethyl- 8.00 3.2 ng 88378 1 7.93 548021 20.0
Cyclopentene 9.17 2.6 ng 71052 1 7.93 548021 20.0
n-Decanoic acid 12.86 2.5 ng 152368 3 14.56 1224830 20.0
Dodecanoic acid 15.00 5.3 ng 321396 3 14.56 1224830 20.0
Phenol, 4-(1,1,3,... 16.40 2.7 ng 179414 4 17.31 1326300 20.0
5H-Pyrrolo(3,2-d)... 16.46 2.6 ng 173023 4 17.31 1326300 20.0
unknownl16.52 16.52 2.0 ng 132687 4 17.31 1326300 20.0
Acetamide, N-(3-m... 16.72 4.3 ng 286396 4 17.31 1326300 20.0
unknownl17 .07 17.07 3.9 ng 258391 4 17.31 1326300 20.0
n-Hexadecanoic acid 18.21 2.2 ng 143744 4 17.31 1326300 20.0
Oxalic acid, isob... 21.23 8.7 ng 591132 5 21.55 1353520 20.0
Hexacosane 21.77 3.8 ng 260029 5 21.55 1353520 20.0
Heneicosane 22.36 5.4 ng 364330 5 21.55 1353520 20.0
Tetracosane 23.81 7.3 ng 518714 6 24.66 1420280 20.0
Hentriacontane 2473 6.6 ng 467799 6 24.66 1420280 20.0
2-methyloctacosane 25.82 5.5 ng 391810 6 24.66 1420280 20.0
Eicosane 27.12 2.6 ng 187141 6 24.66 1420280 20.0
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