LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92421\
Data File : BP0@7169.D

Acqg On : 24 Sep 2021 21:05
Operator : CG/JU

Sample : M3775-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\8270E-BP©92121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@O7169.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.999 320 325 337 rVB 326799 460131 4.23% 0.404%
2 5.464 397 404 413 rBV 3226459 4726612 43.45% 4.147%
3 6.569 586 592 602 rVB 216104 336094 3.09%  0.295%
4 7.058 667 675 690 rBV 3228394 5230173 48.08% 4.589%
5 7.322 715 720 732 rVB 304892 504667 4.64% 0.443%

6 7.887 807 816 823 rBV 998190 1535744 14.12% 1.348%
7 8.111 846 854 860 rBV 116612 180218 1.66% ©.158%
8 9.046 1005 1013 1021 rBV 1968983 3359795 30.89%  2.948%
9 10.469 1247 1255 1265 rBV 192836 381252 3.50% ©0.335%
10 10.687 1284 1292 1299 rBV 1325270 2217006 20.38%  1.945%
11 13.146 1702 1710 1721 rBV 5614280 8357898 76.83% 7.333%
12 13.351 1740 1745 1749 rBV2 102028 129041 1.19% 0.113%
13 13.398 1749 1753 1758 rVB2 177651 236762 2.18% 0.208%
14 13.846 1823 1829 1833 rBV2 125717 201368 1.85% ©.177%
15 14.004 1848 1856 1860 rBv2 123132 208399 1.92% ©.183%
16 14.369 1912 1918 1923 rBV2 111324 276427 2.54% 0.243%
17 14.422 1923 1927 1931 rVV 286501 390099 3.59% ©0.342%
18 14.481 1932 1937 1939 rVV2 154337 237995 2.19% ©.209%
19 14.516 1939 1943 1949 rVV 1955611 2942400 27.05%  2.582%
20 14.581 1949 1954 1961 rVB 207923 291490 2.68% 0.256%
21 14.916 2007 2011 2018 rVB2 161647 263101 2.42% ©0.231%
22 15.040 2028 2032 2040 rVB3 89163 146768 1.35% 0.129%
23 15.369 2084 2088 2093 rVB 434361 538036 4.95% 0.472%
24 15.563 2116 2121 2126 rBV 276721 423799 3.90% ©.372%
25 15.775 2146 2157 2162 rBV 251954 577402 5.31% ©.507%
26 15.863 2168 2172 2180 rVB3 88015 186011 1.71% 0.163%
27 16.010 2190 2197 2205 rVV 4527777 6486080 59.62% 5.691%
28 16.104 2209 2213 2219 rVB2 134974 232097 2.13% ©0.204%
29 16.234 2231 2235 2237 rBV 619297 781324 7.18% 0.686%
30 16.404 2260 2264 2269 rVB 88184 130156 1.20% 0.114%
31 16.922 2348 2352 2360 rVB2 113481 185529 1.71% ©.163%
32 17.028 2366 2370 2375 rBV 705279 858754 7.89% 0.753%
33 17.081 2375 2379 2386 rVB 388303 568627 5.23% 0.499%
34 17.269 2405 2411 2414 rBV 2376039 3277017 30.12%  2.875%
35 17.310 2414 2418 2424 rVV 3018295 4326518 39.77% 3.796%

36 17.369 2424 2428 2429 rVV3 100901 142765 1.31% 0.125%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92421\
Data File : BP0@7169.D

Acqg On : 24 Sep 2021 21:05
Operator : CG/JU

Sample : M3775-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\8270E-BP©92121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 17.404 2429 2434 2438 rVV 781830 1149631 10.57% 1.009%
38 17.675 2471 2480 2489 rVB2 327030 701215 6.45% 0.615%
39 17.769 2492 2496 2504 rBV 500432 674763 6.20% 0.592%
40 18.098 2549 2552 2555 rBV3 108274 161415 1.48% 0.142%
41 18.157 2555 2562 2575 rVB2 1165435 2337724 21.49%  2.051%
42 18.257 2576 2579 2583 rBV 126768 169092 1.55% 0.148%
43 18.328 2586 2591 2594 rBV2 462061 695279 6.39% 0.610%
44 18.439 2606 2610 2614 rBV 458762 569513 5.24% 0.500%
45 18.616 2637 2640 2644 rBV 206073 264967 2.44% 0.232%
46 18.657 2644 2647 2654 rVB 201581 267706 2.46% 0.235%
47 18.857 2678 2681 2684 rVB2 109121 109378 1.01% 0.096%
48 19.022 2706 2709 2711 rBV3 83912 116627 1.07% 0.102%
49 19.051 2711 2714 2717 rVB 296201 326383 3.00% 0.286%
50 19.157 2729 2732 2738 rVB2 111214 166219 1.53% 0.146%
51 19.222 2740 2743 2746 rBV 127388 134324 1.23% 0.118%
52 19.275 2747 2752 2759 rVWV 4236540 5777032 53.11% 5.069%
53 19.386 2766 2771 2780 rBV3 340570 610682 5.61% 0.536%
54 19.628 2802 2812 2820 rBV 3372661 5762482 52.97% 5.056%
55 19.698 2821 2824 2830 rVB2 144707 198500 1.82% 0.174%
56 19.828 2839 2846 2850 rBV 8908005 10878282 100.00%  9.545%
57 19.863 2850 2852 2857 rVB 173427 208484 1.92% 0.183%
58 19.939 2861 2865 2867 rBV 174698 270590 2.49% 0.237%
59 20.110 2891 2894 2900 rVB2 506778 821729 7.55% 0.721%
60 20.210 2907 2911 2914 rBV 395951 472768 4.35% 0.415%
61 20.404 2941 2944 2948 rBV 127986 226681 2.08% 0.199%
62 20.839 3015 3018 3024 rBV 222866 275914 2.54% 0.242%
63 21.033 3047 3051 3054 rBV2 2148961 2642151 24.29% 2.318%
64 21.063 3054 3056 3064 rVB3 1091559 1514816 13.93% 1.329%
65 21.127 3065 3067 3076 rVB 342403 481560 4.43% 0.423%
66 21.351 3099 3105 3109 rBV2 3354853 6485122 59.62% 5.690%
67 21.392 3109 3112 3121 rVB 1622521 2087435 19.19% 1.832%
68 21.510 3129 3132 3136 rVB2 324223 399451 3.67% 0.350%
69 21.980 3206 3212 3218 rVB2 752047 1422430 13.08% 1.248%
70 23.027 3384 3390 3395 rBV 2379386 4850393 44.59%  4.256%
71 23.551 3475 3479 3488 rVB 703553 1372031 12.61% 1.204%
72 23.657 3492 3497 3504 rVB 1177504 2268336 20.85% 1.990%
73 23.763 3509 3515 3521 rBV2 1702678 3464379 31.85%  3.040%
74 24.392 3617 3622 3630 rVB 1061152 2306214 21.20% @ 2.024%

Sum of corrected areas: 113969253
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092421\
Data File : BP0@7169.D

Acqg On : 24 Sep 2021 21:05
Operator : CG/JU

Sample : M3775-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BP0O07169.D\data.ms

8000000

6000000

4000000

5.464 7.058
2000000 9.046
10.687
7.887
O \\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\T\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘g\\\\‘\\\\‘\\\
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BP007169.D\data.ms
19.828
8000000
6000000 13.146
16.010 19.275
4000000
2000000 14.516
15.
v 3 mmooaldaieLapind™ 5% |
O L e e e B B B e B e e e S e e Ay PN B

Time--> 12.00 1250 13.00 13,50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BP0O07169.D\data.ms

8000000

6000000

21.351

4000000

23.763
23697 24392

O T T T ‘ T T T ‘ T T T ‘ T T T ‘ L ’ L ’ L ’ L ‘ L ‘ L ‘ L ‘ T T T ‘ T T T ‘ L ‘ L ‘ L ‘ L ‘ L
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 25,50 26.00 26.50 27.00 27.50 28.00 28.50 29.00

2000000 211063
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092421\
Data File : BP0@7169.D

Acqg On : 24 Sep 2021 21:05
Operator : CG/JU

Sample : M3775-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.999 5.99 ng 460131 1,4-Dichlorobenzene-d4 7.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 23
3 1,2-Butanediol 90 C4H1e02 000584-03-2 17
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
5 1-Butanol, 3-methoxy- 104 C5H1202 002517-43-3 16
Abundance Scan 325 (4.999 min): BP007169.D\data.ms (-320) (-) m/z 43.00 100.00%
43.0

%

5000
101.0
P e A
4.60 4.80 5.00 5.20 5.40
Obrdid i 1888 282.9341.0399.2464.0 8307 n/z 59.85  68.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 [T T T T[T T T[T T T T[T T T T
4.60 4.80 5.00 5.20 5.40
101.0 m/z 101.00 26.65%
‘\\H\H\“ \\‘\H\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #48846: 1,8-Nonanediol, 8-methyl-
59.0
e  aNmaema!
4.60 4.80 5.00 5.20 5.40
5000 ITI/Z 58.00 17.74%
||, 1230
e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2578: 1,2-Butanediol BEBARREEEEEEEE sy
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 9.52%
L ” )

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092421\
Data File : BP0@7169.D

Acqg On : 24 Sep 2021 21:05
Operator : CG/JU

Sample : M3775-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 2 .alpha.-Pinene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
6.569 4.38 ng 336094 1,4-Dichlorobenzene-d4 7.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-Pinene 136 C10H16 000080-56-8 95
2 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C1@H16 004889-83-2 91
3 (1S)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@H16 007785-26-4 91
4 .gamma.-Terpinene 136 C1OH16 000099-85-4 91
5 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C10H16 000508-32-7 91
Abundance Scan 592 (6.569 min): BP007169.D\data.ms (-586) (-) m/z 93.10 100.00%
93.1
5000
T
’ “ ‘ 6.20 6.40 6.60 6.80
o dh 11 1150.9 222.0280.9  370.9428.8490.1546¢ 1/, 91.00  47.03%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #18035: .alpha.-Pinene
93.0
5000 I R B B
6.20 6.40 6.60 6.80
- \ m/z 92.05 37.12%
‘JWMM}\ “h\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #18173: Bicyclo[3.1.1]hept-2-ene, 3,6,6-trimethyl-
93.0
N EE s R E
6.20 6.40 6.60 6.80
5000 ITI/Z 77 .00 32.31%
27, ‘
“H‘lw‘wm“""""‘H""""H_m‘wwww
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #18189: (1S)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene e EBRaREREN S
93.0 6.20 6.40 6.60 6.80
m/z 79.05 24.74%
h i\/
7.
“\ﬁﬂw“u N e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092421\
Data File : BP0@7169.D

Acqg On : 24 Sep 2021 21:05
Operator : CG/JU

Sample : M3775-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 3 Bicyclo[3.1.1]heptane, 6,6-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.322 6.57 ng 504667 1,4-Dichlorobenzene-d4 7.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.1]heptane, 6,6-dimet... 136 C1OH16 018172-67-3 97
2 .beta.-Pinene 136 C10H16 000127-91-3 95
3 .beta.-Myrcene 136 C10H16 000123-35-3 91
4 Cyclohexene, 4-methylene-1-(1-me... 136 C10H16 000099-84-3 91
5 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C10H16 000508-32-7 91
Abundance Scan 720 (7.322 min): BP007169.D\data.ms (-715) (-) m/z 93.05 100.00%
93.0

5000

S

l M 7.00 7.20 7.40 7.60
kil ) 1909 2810 3551 429.1 5052 .. 4110 32.36%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #18260: Bicyclo[3.1.1]heptane, 6,6-dimethyl-2-methylene
93.0

o

B

5000 N R RN |
7.00 7.20 7.40 7.60
m/z 69.05 30.17%
27. w
‘\\L\\‘im\‘“\\\“”‘\‘\\\L‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18023: .beta.-Pinene
93.0
R REGEREEEEE
7.00 7.20 7.40 7.60
5000 m/z 91.10 29.52%

|
R LA R R RRRT

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

N

Abundance #18031: .beta.-Myrcene S SRARENRaSES
93.0 7.00 7.20 7.40 7.60

m/z 79.00 25.07%

- \/AJLM
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092421\
Data File : BP0@7169.D

Acqg On : 24 Sep 2021 21:05
Operator : CG/JU

Sample : M3775-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 4 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.469 3.44 ng 381252 Naphthalene-d8 10.687
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 72
4 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
5 Methoxyacetic acid, 2-butyl ester 146 C7H1403 070159-90-9 50
Abundance Scan 1255 (10.469 min): BPO07169.D\data.ms (-1247) (-  m/z 57.05 100.00%
57.0
5000
e
‘ | 1320 10.50
O hhfd 13201000 256.9 3272 428.9489.2548. ./, 44.95  88.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 T
10.50
‘ m/z 41.10 33.44%
‘\\‘1‘ ’!If‘i“\‘uf]\-:\g%.‘o\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
——
10.50
5000 m/z 75.00 21.80%
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- o
45.0 10.50
m/z 56.05 17.66%
5000
[k aso J\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092421\
Data File : BP0@7169.D

Acqg On : 24 Sep 2021 21:05
Operator : CG/JU

Sample : M3775-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 5 Pentadecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.422 2.65 ng 390099  Acenaphthene-d10 14.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 94
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Tetradecane 198 C14H30 000629-59-4 86
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 86
5 Heptadecane 240 C17H36 000629-78-7 80

Abundance Scan 1927 (14.422 min): BP007169.D\data.ms (-1923) (-  m/z 57.10 100.00%
57.1

F

5000
127.1 2123 14.50
(
o A LIELY, 2123 281.63409 415.1477.7 546.¢ /7 43,05  66.38%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90189: Pentadecane
57.0
5000 N

14.50
m/z 71.10 63.92%

‘ T \J\ l\" \l\‘ \‘\]‘]-\AZ\‘\ \l?\ T \2\%%\0\ ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107217: Hexadecane

o
1
o

14.50
5000 m/z 85.10 44.75%

A L

-

A27.0 226.0
‘H‘,‘H‘_‘H‘H‘W‘H‘_‘H,H‘W‘H‘“‘H,H‘w‘u‘“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74005: Tetradecane
57.0 14.50
m/z 41.10 34.55%
h V)L\ﬁwNWW/VAf\VNMJwVﬂ/
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092421\
Data File : BP0@7169.D

Acqg On : 24 Sep 2021 21:05
Operator : CG/JU

Sample : M3775-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 6 Hexadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.369 3.66 ng 538036  Acenaphthene-d10 14.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 96
2 Heptadecane 240 C17H36 000629-78-7 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Heptacosane 380 C27H56 000593-49-7 86
5 Tetradecane 198 C14H30 000629-59-4 86

Abundance Scan 2088 (15.369 min): BP007169.D\data.ms (-2084) (-  m/z 57.05 100.00%
57.0

> WMJ\)J\/
— —
1 127.2 226.3 15.00 15.50
obdd LA P12 2263 2051356,8416.94758537.1 1/, 71,19 64.31%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107218: Hexadecane
57.0
5000 = T
15.00 15.50
m/z 43.10 64.18%
11—
‘\\\Y’\!\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane
57.0
— ——
15.00 15.50
5000 m/z 85.10 44.34%
7.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90192: Pentadecane = —T
57.0 15.00 15.50
m/z 41.05 32.26%
- MMJ“/L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50

8270E-BP092121.M Mon Sep 27 ©3:37:19 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092421\
Data File : BP0@7169.D

Acqg On : 24 Sep 2021 21:05
Operator : CG/JU

Sample : M3775-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 7 Tetracosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.775 3.92 ng 577402  Acenaphthene-d10 14.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 83
2 7-Methyl-octadecane 268 C19H40 1000192-63-3 83
3 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 80
4 Hexadecane 226 C16H34 000544-76-3 74
5 Heptacosane 380 C27H56 000593-49-7 72

Abundance Scan 2157 (15.775 min): BPO07169.D\data.ms (-2146) (-  m/z 57.10 100.00%
57.1

5000 M
= —
‘ ‘ 169.1 ‘ 15.50 16.00
Ok bbbyl 239.2296.0356.0415.9476.1 549. 1/, 71 95 55.09%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246481: Tetracosane
57.0
5000 T =
15.50 16.00
m/z 43.10 42.61%
LLLE0 1970 2670 380
\\\\‘\\\\‘1\\T‘\\\\‘f\\l‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158603: 7-Methyl-octadecane
57.0
— —
15.50 16.00
5000 ITI/Z 85.05 28.04%
L 182.0
Llilee | 20
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176392: Nonadecane, 2-methyl- T —
57.0 15.50 16.00
m/z 41.10 19.97%
h m
127.0
WD, 2880

A A e e e e — —

m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092421\
Data File : BP0@7169.D

Acqg On : 24 Sep 2021 21:05
Operator : CG/JU

Sample : M3775-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 8 Tridecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.234 4.77 ng 781324  Phenanthrene-die 17.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 91
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 90
3 Tetradecane 198 C14H30 000629-59-4 83
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 83
5 Hexadecane 226 C16H34 000544-76-3 80

Abundance Scan 2235 (16.234 min): BP007169.D\data.ms (-2231) (-  m/z 57.05 100.00%
57.0

> /\/\L
T —
1 1401 5403 ‘ 16.00 16.50
o A ML LT T, 2408 3296 4151 489.0549. ./, 7116 67.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59029: Tridecane
57.0
5000 s e
16.00 16.50
m/z 43.05 61.72%
\\ } || 127:0185.0
‘\\T\’\ff\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
—— —
16.00 16.50
5000 m/z 85.10 47.34%
140.0
2280
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74005: Tetradecane T T
57.0 16.00 16.50
m/z 41.10 29.39%
\‘ 1 || A27.0 198.0
‘\\\\’\\\\‘\\\\“\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ T ‘ T T ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092421\
Data File : BP0@7169.D

Acqg On : 24 Sep 2021 21:05
Operator : CG/JU

Sample : M3775-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 9 Tetradecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

17.028 5.24 ng 858754  Phenanthrene-die 17.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 53
2 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 53
3 Nonadecane 268 C19H40 000629-92-5 53
4 Pentadecane 212 C15H32 000629-62-9 53
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 49

Abundance Scan 2370 (17.028 min): BP007169.D\data.ms (-2366) (-  m/z 57.10 100.00%
57.1

-

5000
25.0
T 7 T
201.0 17.00
277.0 :
o‘u‘w«MLunmﬁa‘Lmnw‘m“HSﬁ?Q‘ﬁ39?H59§PH“ m/z 71.10 67.31%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74005: Tetradecane
57.0
5000 s ‘
17.00
m/z 43.05 62.45%
‘\\J\l\"\h\‘\“‘]‘\ﬂz\?.\‘o‘\\]_\9\?\.0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33097: Nonane, 3,7-dimethyl-
57.0
T T
17.00
5000 ITI/Z 85.05 46.89%

‘ 127.0
\

\‘\ T \“ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ L ‘ L ‘ L ‘ L ‘ L ‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158600: Nonadecane T

57.0 17.00

m/z 41.10 46.36%

-

5000

-

J || 127.0 197.0 268.0

‘\\\’\\‘\\‘\‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ ‘ T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.00

8270E-BP092121.M Mon Sep 27 03:37:21 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092421\
Data File : BP0@7169.D

Acqg On : 24 Sep 2021 21:05
Operator : CG/JU

Sample : M3775-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 10 unknownl7.081 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.081 3.47 ng 568627 Phenanthrene-d10 17.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzothiophene 184 C12H8S 000132-65-0 42
2 Naphtho[2,3-b]thiophene 184 C12H8S 000268-77-9 42
3 Naphtho[2,1-b]thiophene 184 C12H8S 000233-02-3 38
4 Azuleno(2,1-b)thiophene 184 C12H8S 000248-13-5 35
5 Naphtho[1,2-b]thiophene 184 C12H8S 000234-41-3 27

Abundance Scan 2379 (17.081 min): BP007169.D\data.ms (-2375) (- m/z 57.10 100.00%

57.1 184.0
5000
113.1 17.00 ‘
e | \'J\" L] bk 2932 357.0414.847525361 /7 184.00  89.58%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #58968: Dibenzothiophene
184.0
5000 — ‘
17.00
m/z 71.10 84.09%
0,20 ||
Ll
\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #58975: Naphtho[2,3-b]thiophene
184.0
1 T T
17.00
5000 ITI/Z 85.10 49.62%
92.0
H"HWJM"w“u“u‘,H“_“w“u“u“‘H“H“_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #58972: Naphtho[2,1-b]thiophene —r— ‘
184.0 17.00
m/z 43.10 45.50%
5000
92 0 ‘ |
H“‘H“‘H‘,‘H“‘H‘,‘H“H“,H“‘H“‘H“‘H““ —r
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.00

8270E-BP092121.M Mon Sep 27 ©3:37:21 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092421\
Data File : BP0@7169.D

Acqg On : 24 Sep 2021 21:05
Operator : CG/JU

Sample : M3775-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 11 Heptadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

17.769 4.12 ng 674763  Phenanthrene-die 17.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Pentadecane 212 C15H32 000629-62-9 94
3 Eicosane 282 C20H42 000112-95-8 90
4 Hexadecane 226 Cl6H34 000544-76-3 90
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 87

Abundance Scan 2496 (17.769 min): BPO07169.D\data.ms (-2492) (-  m/z 57.10 100.00%
57.1

.

5000
‘1 1271 1971 268.1 355.0 17250 16.99
oA LACE 971 2681 35504152 6028 ./ 71,05  65.35%
miz—> 0 50 100 150 200 250 300 350 400 450 500
Abundance #123960: Heptadecane
57.0
5000 SECk ——

17.50 18.00
m/z 43.10 59.22%

‘ T ‘ \I\ J‘ | fF\‘\ “\ T \ T ‘ \2\?9‘ \C)\ TT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 0 50 00 150 200 250 300 350 400 450 500
Abundance #90189: Pentadecane

-

17.50 18.00
5000 m/z 85.10  47.23%

H | 1270 212,0

=

‘H‘w‘H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘“
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #176386: Eicosane

57.0 17.50 18.00

m/z 41.05 27.78%

5000

1270 197.0 282.0

e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 17.50 18.00

.
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092421\
Data File : BP0@7169.D

Acqg On : 24 Sep 2021 21:05
Operator : CG/JU

Sample : M3775-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 12 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.157 14.27 ng 2337720  Phenanthrene-die 17.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 70
4 n-Decanoic acid 172 C10H2002 000334-48-5 68
5 Tetradecanoic acid 228 C14H2802 000544-63-8 62

Abundance Scan 2562 (18.157 min): BP007169.D\data.ms (-2555) (-  m/z 73.00 100.00%
73.0

ﬁ

5000
213.2 :
M’ \‘ \ 18.00 18.50
0l HMW_HJ““‘25‘1“1“35‘5”1”““3‘1“149‘1‘9‘5““9‘ m/z 60.00 83.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 1290 T T T T T T
18.00 18.50
2130 m/z 43.10 74.50%

L m N h AL ‘ ‘

‘\\\\[ \\‘\\\1‘1!\\‘\\‘\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid

73.0

E

18.00 18.50
5000 m/z 57.10 67.75%

199.0

15, sL I J‘“ |4390 |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

-

1 i wm\\
T H‘HH‘\\H‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘\

Abundance #92070: Tridecanoic acid
73.0 18.00 18.50
m/z 55.05 60.97%
5000
1710
15-¢L\\ \‘“‘MM — —T—

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092421\
Data File : BP0@7169.D

Acqg On : 24 Sep 2021 21:05
Operator : CG/JU

Sample : M3775-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 13 4H-Cyclopenta[def]phenanthrene Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
18.328 4.24 ng 695279  Phenanthrene-die 17.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 93
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 56
3 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 45
4 Cyclohexanone, 2-(2-furanylmethy... 190 C12H1402 056053-07-7 27
5 1,4-Naphthalenedione, 2,5-dihydr... 190 C10H604 004923-55-1 25

Abundance Scan 2591 (18.328 min): BP007169.D\data.ms (-2586) (-  m/z 190.10 100.00%

190.1
5000
94.6

‘ 18.00 18.50
ol 25l 26513291 4021 474.95346  4/7 189.05  94.98%

I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #64923: 4H-Cyclopenta[deflphenanthrene

190.0

5000
18.00 18.50
94.0 m/z 191.18  24.42%

31.0, ]
‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0

1800 1850
m/z 94.60  21.26%

5000
94.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #64351: 2,2'-Bis(4,5-dimethylimidazole)
42.0 190.0 1800 1850

m/z 187.00  19.49%

‘““MMMML\J AAJJ\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

8270E-BP092121.M Mon Sep 27 ©3:37:22 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092421\
Data File : BP0@7169.D

Acqg On : 24 Sep 2021 21:05
Operator : CG/JU

Sample : M3775-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 14 Eicosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.439 3.48 ng 569513  Phenanthrene-d10 17.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Tetracosane 338 (C24H50 000646-31-1 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Eicosane, 1l-iodo- 408 C20H41I 1000406-31-8 91

Abundance Scan 2610 (18.439 min): BP0O07169.D\data.ms (-2606) (-  m/z 57.05 100.00%
57.0

g

5000
|| 1F/1  218.1282.1342.6 5.5
Ok L S50 2021 332.8 4309 5392 nyz 71.18 69.44%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176384: Eicosane
57.0
5000 T

18.50
m/z 43.10 62.47%

) J‘FH‘FWO 282.0

‘\\‘\\’\\\\‘\\\1‘\1\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #246481: Tetracosane

57.0

-

18.50
5000 m/z 85.05 48.98%

\‘ J 1270 197.0 267.0 338.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

-

Abundance #123960: Heptadecane
57.0 18.50
m/z 41.05 27.55%
h UM
1 7
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092421\
Data File : BP0@7169.D

Acqg On : 24 Sep 2021 21:05
Operator : CG/JU

Sample : M3775-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 15 11H-Benzo[a]fluorene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
20.110 2.53 ng 821729 Chrysene-d12 21.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 94
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 94
3 Pyrene, 1-methyl- 216 C17H12 002381-21-7 93
4 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 87
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 87

Abundance Scan 2894 (20.110 min): BP007169.D\data.ms (-2891) (-  m/z 216.10 100.00%

216.1
5000
e —
10|7'7 1 20.00 20.50
o320l d 2831 350.74242 5204 m/z 215.10  77.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94573: 11H-Benzo[a]fluorene
216.0
5000 = —=
20.00 20.50
m/z 213.10  21.28%
107.0
440 || .
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94572: 11H-Benzol[b]fluorene
216.0
o —
20.00 20.50
5000 m/z 217.10 17.51%
107.0
390 | ;
R e R RARRaEE TS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94565: Pyrene, 1-methyl- T —
216.0 20.00 20.50
m/z 107.70  15.68%
5000
95.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092421\
Data File : BP0@7169.D

Acqg On : 24 Sep 2021 21:05
Operator : CG/JU

Sample : M3775-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 16 unknown21.033 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

21.033 8.15 ng 2642150 Chrysene-d12 21.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Amino-1-oxaspiro[4.5]dec-2-ene... 228 C12H12N40 1000327-05-0 25
2 3a,6-Epoxy-3aH-isoindole, 1,2,3,... 227 C15H17NO 071840-20-5 25
3 16-Heptadecyn-4-one, 1,2-dihydroxy- 282 C17H3003 1379770-10-1 22
4 2,4-Dodecadienal, (E,E)- 180 C12H200 021662-16-8 20
5 1,3,7-Octatriene, 2,7-dimethyl- 136 C10H16 036638-38-7 18

Abundance Scan 3051 (21.033 min): BP007169.D\data.ms (-3047) (- m/z 95.00 100.00%

95.0
5000
255.2
HL “ 316.1 21.00 |
o 380 L, 401.1 4683 5369  n/z 81.00  87.21%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #108682: 2-Amino-1-oxaspiro[4.5]dec-2-ene-3,4,4-tricarb
81.0
5000 — :
228.0 21.00
1570 m/z 91.00 36.79%
TT “‘l"‘\"}‘\lu\l“Jl\h} !l\‘ih‘m \‘\\‘“\ il\ TTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #108158: 3a,6-Epoxy-3aH-isoindole, 1,2,3,6,7,7a-hexahy
95.0
T \
21.00
5000 m/z 105.05 34.50%
227.0
‘ww“J‘uH‘w"H_“H_m_‘H_ww_ww_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176088: 16-Heptadecyn-4-one, 1,2-dihydroxy- — :
81.0 21.00
m/z 107.10 33.93%
5000 JJ
47.
w&WM‘LL&WLP‘W‘?ﬁ?p‘w“u‘H“_‘H“H‘_‘H“ —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092421\
Data File : BP0@7169.D

Acqg On : 24 Sep 2021 21:05
Operator : CG/JU

Sample : M3775-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 17 Pentadecafluorooctanoic aci... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

21.063 4.67 ng 1514820 Chrysene-d12 21.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
2 E-7-Octadecene 252 C18H36 1000130-92-0 93
3 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
4 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
5 Hexacosyl trifluoroacetate 478 C28H53F302 1000351-75-0 90

Abundance Scan 3056 (21.063 min): BP007169.D\data.ms (-3054) (-  m/z 57.10 100.00%

57.1
5000
T 1 \
‘ Tlllgs 0 281.1 21.00
bbb 2200 20529001 4593 5403  ~ m/z 83.10  71.70%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 —— |
21.00
FBO m/z 43.10 70.22%
' 252.0
HJ‘\ ‘H\“\1‘\“\‘\!4“\‘H\‘H‘H‘\H\‘H\\‘H\.\‘\H\‘\\\\‘\\\\‘\\\\‘\?ﬂ‘s\"
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #138522: E-7-Octadecene
43.0
T 1 \
21.00
5000 ITI/Z 55.10 66.89%
1.0
252.0
il 182.0
R RARAE A e e e RARARARARaRaRaEE I SR
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #318054: Nonadecy! pentafluoropropionate P ‘
57.0 21.00
m/z 97.10 66.71%
5000
5.0
‘ J“ x\J |, 196.0266.0 412.0
A A B R AR ARRARARRARRREANY —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092421\
Data File : BP0@7169.D

Acqg On : 24 Sep 2021 21:05
Operator : CG/JU

Sample : M3775-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 18 1-Tricosene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.980 4.39 ng 1422430 Chrysene-d12 21.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tricosene 322 C23H46 018835-32-0 96
2 1-Heptacosanol 396 C27H560 002004-39-9 95
3 1-Tetracosene 336 C24H48 010192-32-2 95
4 9-Tricosene, (Z)- 322 C23H46 027519-02-4 95
5 1-Heneicosanol 312 C21H440 015594-90-8 94
Abundance Scan 3212 (21.980 min): BP007169.D\data.ms (-3206) (-  m/z 57.10 100.00%
57.1
5000
2421 ML
1ps5.1 —
322.2 22.00
ol MLl 2832 ). 32223851 4611 5871 ... g3 1  o9g.24%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #227234: 1-Tricosene
43.0
5000 111.0 ]
22.00
m/z 97.10 90.75%
I } | 182.0 322.0
TTT ’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #299848: 1-Heptacosanol
57.0
——
22.00
5000 m/z 55.10 89.15%
125.0
Ll l \ I II ) 1195 0 264.0 378.0
L L A R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #244230: 1-Tetracosene —
55.0 22.00
m/z 69.10 78.97%
5000
125.0
\ 336.0
LY 11100 e S —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092421\
Data File : BP0@7169.D

Acqg On : 24 Sep 2021 21:05
Operator : CG/JU

Sample : M3775-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 19 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.551 7.92 ng 1372030 Perylene-di2 23.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 99
2 Benzo[a]pyrene 252 C20H12 000050-32-8 96
3 Perylene 252 C20H12 000198-55-0 95
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 95
5 Benzo[b]fluoranthene 252 C20H12 000205-99-2 94

Abundance Scan 3479 (23.551 min): BPO07169.D\data.ms (-3475) (-  m/z 252.10 100.00%

252.1
5000
U
12?-0 23.50
o870 1| 1870, | 3561 43115031 ./, 259.10  30.65%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #138554: Benzo[e]pyrene
252.0
5000 = :
23.50
m/z 253.10  23.58%
125.0
63.0 ;| 187.0 |
\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #138555: Benzo[a]pyrene
252.0
T
23.50
5000 ITI/Z 125.00 13.61%
126.0
63.0 ,| 187.0. |
A B o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #138551: Perylene 7 ‘
252.0 23.50
m/z 126.00  11.20%
5000
125.0
17.0 [ ﬂ 187.0,
P T T e R T T e e e ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092421\
Data File : BP0@7169.D

Acqg On : 24 Sep 2021 21:05
Operator : CG/JU

Sample : M3775-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 20 Nonadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
24.392 13.31 ng 2306210 Perylene-di2 23.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Docosane, 7-hexyl- 394 (C28H58 055373-86-9 93
3 Tetracosane 338 (C24H50 000646-31-1 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3622 (24.392 min): BP007169.D\data.ms (-3617) (- m/z 57.10 100.00%

57.1
5000
— —
w 1972 268.1 24.00 24.50
o""_"Wuwl‘«w“f?w?7377““”‘“2”7:“‘”59‘37-?”_ m/z 71.10  71.05%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158597: Nonadecane
57.0
5000 o —
24.00 24.50
m/z 85.10 55.43%
7.0
\\“\\“\\\h\ll‘\F\A\\l“\‘\l\g\z\o\\12‘6\\8\9‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298429: Docosane, 7-hexyl-
57.0
— —
24.00 24.50
5000 ITI/Z 43.10 52.09%
82.0 309.0
| 1125.0%% 230.0 3090 579
— _‘H“H“H“_“w“u AR AR
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246485: Tetracosane — —
57.0 24.00 24.50
m/z 55.10 21.91%
- L/\/L
1‘ ‘ \ 197.0 2g7.0 338.0
‘J"HH""‘WMMmmmHH_Wwwww_ — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.00 24.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92421\
Data File : BP0@7169.D

Acqg On : 24 Sep 2021 21:05
Operator : CG/JU

Sample : M3775-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP©92121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 4.999 6.0 ng 460131 1  7.887 1535740 20.0
.alpha.-Pinene 6.569 4.4 ng 336094 1  7.887 1535740 20.0
Bicyclo[3.1.1]h... 7.322 6.6 ng 504667 1 7.887 1535740 20.0
Ethanol, 2-(2-b... 10.469 3.4 ng 381252 2 10.687 2217010 20.0
Pentadecane 14.422 2.6 ng 390099 3 14.516 2942400 20.0
Hexadecane 15.369 3.7 ng 538036 3 14.516 2942400 20.0
Tetracosane 15.775 3.9 ng 577402 3 14.516 2942400 20.0
Tridecane 16.234 4.8 ng 781324 4 17.269 3277020 20.0
Tetradecane 17.028 5.2 ng 858754 4 17.269 3277020 20.0
unknownl17.081 17.081 3.5 ng 568627 4 17.269 3277020 20.0
Heptadecane 17.769 4.1 ng 674763 4 17.269 3277020 20.0
n-Hexadecanoic ... 18.157 14.3 ng 2337720 4 17.269 3277020 20.0
4H-Cyclopenta[d... 18.328 4.2 ng 695279 4 17.269 3277020 20.0
Eicosane 18.439 3.5 ng 569513 4 17.269 3277020 20.0
11H-Benzo[a]flu... 20.110 2.5 ng 821729 5 21.351 6485120 20.0
unknown21.033 21.033 8.2 ng 2642150 5 21.351 6485120 20.0
Pentadecafluoro... 21.063 4.7 ng 1514820 5 21.351 6485120 20.0
1-Tricosene 21.980 4.4 ng 1422430 5 21.351 6485120 20.0
Benzo[e]pyrene 23.551 7.9 ng 1372030 6 23.763 3464380 20.0
Nonadecane 24.392 13.3 ng 2306210 6 23.763 3464380 20.0
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