LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@33022\
Data File : BP0@9629.D

Acqg On : 30 Mar 2022 21:02
Operator : CG/JU

Sample : N2155-04

Misc :

ALS Vvial : 14 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-BP031722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@09629.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.522 87 91 105 rBV 57004 125119 1.11% 0.133%
2 4,287 215 221 238 rVB 1488944 2362123 20.91% 2.508%
3 4.881 315 322 333 rBV 2449252 3966755 35.12% 4.211%
4 5.352 396 402 408 rBV 302498 562884 4.98% 0.598%
5 6.252 547 555 564 rBvV 640947 1086797 9.62% 1.154%

6 6.934 660 671 685 rBV 1401583 2631440 23.30%
7 7.740 801 808 816 rBV 764270 1327357 11.75%
8 7.810 816 820 839 rVB2 69010 165709 1.47%
9 7.993 843 851 867 rVvB 195735 444091 3.93%

8.899 998 1005 1014 rBV 1441460 2700360 23.91%

NOORN
=
N
o
R

11 8.969 1014 1017 1028 rVB2 58635 116915 1.04%
12 10.322 1240 1247 1257 rBV 872544 1642258 14.54%
13 10.534 1275 1283 1288 rBV 840827 1639919 14.52%
14 10.581 1288 1291 1300 rVB 278057 473509  4.19%

(ORI
~N
N
=
B

15 11.575 1455 1460 1470 rBV3 73659 189816 1.68% 201%
16 11.975 1522 1528 1538 rBV 179183 312801 2.77% 0.332%
17 12.198 1559 1566 1574 rVB 301300 561718 4.97% ©.596%
18 12.422 1598 1604 1609 rBV 171117 313451 2.77% ©.333%
19 12.934 1687 1691 1696 rVV 117796 180880 1.60% 0.192%
20 13.010 1696 1704 1718 rVV 5736839 9171539 81.19% 9.736%
21 13.222 1734 1740 1747 rBV 357851 541904 4.80% ©.575%
22 13.416 1770 1773 1784 rVB 84384 184684 1.63% 0.196%
23 13.551 1790 1796 1805 rBV3 138936 416088 3.68% 0.442%
24 13.710 1817 1823 1828 rBV 208410 368333 3.26% ©.391%
25 13.763 1828 1832 1836 rVV 126588 181980 1.61% ©.193%
26 13.887 1844 1853 1856 rBV2 140182 271008 2.40% 0.288%
27 13.945 1856 1863 1867 rBV3 102659 219619 1.94% ©.233%
28 14.110 1886 1891 1899 rBV 112229 198604 1.76% ©0.211%
29 14.304 1919 1924 1928 rVB 331564 468493 4.15% 0.497%
30 14.387 1930 1938 1944 rVV 1685008 2849213 25.22% 3.025%
31 14.451 1944 1949 1958 rVB 358135 628106 5.56% ©.667%
32 14.604 1970 1975 1984 rVB 75577 197424 1.75% 0.210%
33 14.792 2002 2007 2014 rVB2 291838 531913 4.71% 0.565%
34 14.869 2016 2020 2025 rVV2 98305 146705 1.30% ©.156%
35 14.928 2026 2030 2037 rVB5 94174 157820 1.40% ©.168%

36 15.016 2039 2045 2049 rBV2 88937 188292 1.67% ©.200%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@33022\
Data File : BP0@9629.D

Acqg On : 30 Mar 2022 21:02
Operator : CG/JU

Sample : N2155-04

Misc :

ALS Vvial : 14 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-BP031722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.257 2082 2086 2092 rVB 293986 402549 3.56% 0.427%
38 15.445 2113 2118 2122 rVB 338772 486902 4.31% 0.517%
39 15.669 2152 2156 2161 rVB3 125001 184114 1.63% 0.195%
40 15.792 2174 2177 2185 rVB 229688 351027 3.11% 0.373%
41 15.898 2189 2195 2201 rVB 583724 984755 8.72% 1.045%
42 16.128 2229 2234 2237 rBV 403545 674730 5.97% 0.716%
43 16.239 2249 2253 2259 rBV2 120005 244984 2.17% 0.260%
44 16.298 2260 2263 2269 rVV2 104273 181593 1.61% 0.193%
45 16.363 2270 2274 2278 rVV2 88876 131548 1.16% 0.140%
46 16.810 2347 2350 2358 rVB 117122 170461 1.51% 0.181%
47 16.928 2366 2370 2374 rVW 296258 377182 3.34% 0.400%
48 16.975 2374 2378 2386 rVB2 297231 547085 4.84% 0.581%
49 17.157 2403 2409 2412 rBV 1813870 2930558 25.94% 3.111%
50 17.198 2412 2416 2422 rVB 2755549 3941976 34.90% 4.185%
51 17.286 2427 2431 2438 rVB 657253 1041185 9.22% 1.105%
52 17.539 2470 2474 2475 rBv4 89877 121644 1.08% 0.129%
53 17.569 2475 2479 2488 rVB 246352 474313 4.20% 0.504%
54 17.675 2493 2497 2502 rVB2 318483 433596 3.84% 0.460%
55 18.028 2553 2557 2561 rBV 320749 497433  4.40% 0.528%
56 18.075 2561 2565 2570 rVB 504675 819203 7.25% 0.870%
57 18.128 2570 2574 2577 rBV 196994 225232 1.99% 0.239%
58 18.216 2585 2589 2593 rBV2 439660 720061 6.37% 0.764%
59 18.351 2608 2612 2615 rBV 271446 360435 3.19% 0.383%
60 18.516 2637 2640 2644 rBV 216467 283371 2.51% 0.301%
61 18.569 2646 2649 2658 rVB4 182901 370067 3.28% 0.393%
62 18.963 2713 2716 2722 rVB4 286972 431628 3.82% 0.458%
63 19.122 2739 2743 2747 rBV3 247060 333948 2.96% 0.355%
64 19.180 2748 2753 2761 rBV 3368767 4680238 41.43% 4.968%
65 19.533 2805 2813 2822 rBV 2953128 5226701 46.27% 5.548%
66 19.733 2842 2847 2853 rBV 8758750 11296007 100.00% 11.991%
67 20.992 3057 3061 3067 rVB3 1392843 2080241 18.42% 2.208%
68 21.269 3102 3108 3112 rBV2 2886733 5508899 48.77% 5.848%
69 21.310 3112 3115 3123 rVB 1292972 1693991 15.00% 1.798%
70 21.386 3124 3128 3133 rBV 4368906 6164794 54.57% 6.544%

71 22.933 3387 3391 3396 rBV 1240813 2303790 20.39% 2.446%

Sum of corrected areas: 94201868
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 30 Mar 2022 21:02
: CG/IU
: N2155-04

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
BP009629.D

: 14  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

8000000

6000000

4000000

2000000

TIC: BP009629.D\data.ms

4.881
4.287 6.934 8.899
6.952 7.740 10.322534
3.522 5352 o 751993 969 J|10s81 11.57¢

Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance

8000000

6000000

4000000

2000000

‘ 15.8 S n Q oe 5o 4" oval-n el
11. %@422 122’(;' 7 1»1 U'mn A.. 1.. ﬂﬁ ' 2T 5'.\. 161 i""‘ i A A

TIC: BP009629.D\data.ms
19.733

13.010

19.18Q9 533
17.198

14.387 17. 57

8H3P2

0
Time-->
Abundance

8000000

6000000

4000000

2000000

0

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
TIC: BP009629.D\data.ms

21.386

Time--> 20.50 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9629.D

Acqg On : 30 Mar 2022 21:02
Operator : CG/JU

Sample : N2155-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 3-Penten-2-one, 4-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.287 35.59 ng 2362120 1,4-Dichlorobenzene-d4 7.740
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86

4 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86
5 Furan, 2-methoxy- 98 C5H602 025414-22-6 78

Abundance Scan 221 (4.287 min): BP009629.D\data.ms (-215) (-) m/z 83.00 100.00%

83.0
5000

\J 4.00 4.20 4.40 4.60
0l Ml LU TGS ST TER 00 2R AR R m/z

142.1 209.0267.8 354.3 418.2476.6534.7 55.00 76.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3648: 3-Penten-2-one, 4-methyl-
55.0
5000 \\\‘\\\\‘\\\\‘\\\\’\\\\

4.00 4.20 4.40 4.60
‘ m/z 98.85 36.11%
|

O \\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #3553: 3-Hexen-2-one
55.0
R ERAAREEREEE S
4.00 4.20 4.40 4.60
5000 m/z 43.00 30.44%

!

_‘H‘HH_‘H,‘HWHW‘H‘HH_m‘uwm‘,uu,‘
m/z--> 100 150 200 250 300 350 400 450 500 i
Abundance #3816: 2-Pentene, 3,4-dimethyl-, (2)-

83.0 4.00 4.20 4.40 4.60
m/z 39.05 22.47%

0 lsfmd | /\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.00 4.20 4.40 4.60

O
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9629.D

Acqg On : 30 Mar 2022 21:02
Operator : CG/JU

Sample : N2155-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.881 59.77 ng 3966760 1,4-Dichlorobenzene-d4 7.740
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 322 (4.881 min): BP009629.D\data.ms (-315) (-) m/z 43.00 100.00%

43.0
5000
101.1

J 4.60 4.80 5.00 5.20
L

ob i | 166922002889 3549 42904900549, /)" 59 5  67.04%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R B L L LR

4.60 4.80 5.00 5.20

m/z 101.10 28.23%
101.0
O‘\L“f‘%[‘\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R A Eau e
4.60 4.80 5.00 5.20
5000 m/z 57.95 16.08%
126.0
N e S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4529: 2,3-Butanedione, monooxime R RN EE s EREES
43.0 4.60 4.80 5.00 5.20

m/z 41.05 9.50%

5000
101.0
0 J M \

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9629.D

Acqg On : 30 Mar 2022 21:02
Operator : CG/JU

Sample : N2155-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Neopentyl glycol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.252 16.38 ng 1086800 1,4-Dichlorobenzene-d4 7.740

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Neopentyl glycol 104 C5H1202 000126-30-7 83
2 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 47
3 Pentanal, 3-methyl- 100 C6H120 015877-57-3 40
4 2,5-Dimethyl-5-hexen-3-0l 128 C8H160 067760-91-2 38
5 1-Propanol, 2-methyl-2-nitro- 119 C4H9SNO3 000076-39-1 16
Abundance Scan 555 (6.252 min): BP009629.D\data.ms (-547) (-) m/z 56.05 100.00%
56.0
5000 /t
R REEEREEEEE S
H | 6.00 6.20 6.40 6.60
ol L2190 22072821 3879 47505380 4/ 55,85  92.62%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #5361: Neopentyl glycol
568.0
5000 L R L R B R
6.00 6.20 6.40 6.60
” m/z 73.05 71.97%
O‘\\‘IW‘\1‘\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #2013: Oxirane, (1-methylethyl)-
56.0
R RAREEEEREE
6.00 6.20 6.40 6.60
5000 m/z 43.05 36.45%
o_‘H‘H‘H_‘H_H‘,mww‘Hwawww,‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #4324: Pentanal, 3-methyl- R AARRSES
56.0 6.00 6.20 6.40 6.60
m/z 41.05 33.73%
- AJ\JW/\MW,
0 MJH

m/z--> 0 50 100 150 200 250 300 350 400 450 500 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9629.D

Acqg On : 30 Mar 2022 21:02
Operator : CG/JU

Sample : N2155-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.322 20.03 ng 1642260 Naphthalene-d8 10.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 91
2 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 72
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
4 3,3-Dimethylbutane-2-0l 102 C6H140 000464-07-3 52
5 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 50

Abundance Scan 1247 (10.322 min): BP009629.D\data.ms (-1240) (-  m/z 57.05 100.00%
57.0

- t
— i
J o 10.00 10.50
Ol HWH [oe206.9 28L1 3959 4271 5042 .~ m/z 45.10  89.28%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 — —
10.00 10.50
‘ J m/z 41.05 34.50%
132.0
O‘\\Hl\‘HW'IVM!\\\I\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-

=

45.0
P o
10.00 10.50
5000 m/z 75.05 23.12%
R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10089: Ethylene glycol monoisobutyl ether — —
57.0 10.00 10.50
m/z 87.05 16.15%
5000 /\M
o'J‘“ll, — —A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9629.D

Acqg On : 30 Mar 2022 21:02
Operator : CG/JU

Sample : N2155-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Bacchotricuneatin c Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.975 3.81 ng 312801 Naphthalene-d8 10.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 94
2 Tridecane 184 C13H28 000629-50-5 94
3 Heptadecane 240 C17H36 000629-78-7 91
4 Hexadecane 226 C16H34 000544-76-3 90
5 Nonadecane 268 C19H40 000629-92-5 90

Abundance Scan 1528 (11.975 min): BP009629.D\data.ms (-1522) (-  m/z 57.10 100.00%
57.1

o JLJ\—AM
=T
‘ 127.1 12.00
oAb P 181 281.9343.0 M13.7471.95816  nyz 43.05  74.27%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #250928: Bacchotricuneatin ¢
71.0
5000 L
12.00
20 m/z 71.10 66.40%
o T 20 00 sz
‘\\\\‘\ \‘WT\W‘\\\1[\1!\[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59029: Tridecane
57.0
T
12.00
5000 ITI/Z 85.05 38.87%
o L zronese
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane T
57.0 12.00
m/z 41.05 36.54%
B \/\MAWV\/
127.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9629.D

Acqg On : 30 Mar 2022 21:02
Operator : CG/JU

Sample : N2155-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Tetradecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.222 3.80 ng 541904  Acenaphthene-d10 14.387
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 93
2 Nonadecane 268 C19H40 000629-92-5 62
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 62
4 Pentadecane 212 C15H32 000629-62-9 58
5 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 58

Abundance Scan 1740 (13.222 min): BP009629.D\data.ms (-1734) (- m/z 57.10 100.00%
57.1

N

5000
154.1
— —
‘ 13.00 13.50
o kbl Ly 2517 3269 4011 47515856 ./, 43.65 75.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #74005: Tetradecane
57.0
5000 - =
13.00 13.50
m/z 71.10 68.92%
O‘\\“\l\“\‘\\h\“P-!EZ.fO‘\\:L\g\l]B\.O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #158598: Nonadecane
57.0
— = —
13.00 13.50
5000 ITI/Z 85.05 45,29%

JINEZIO 197.0 268.0

\‘M Ly

-

o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #277469: Carbonic acid, eicosyl vinyl ester A —
57.0 13.00 13.50
m/z 41.05 35.93%
5000

-

ol J%FF91830 252.0 325.0
bl 1880 2520 8280 —

T \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.00 13.50

8270E-BP031722.M Thu Mar 31 12:44:58 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9629.D

Acqg On : 30 Mar 2022 21:02
Operator : CG/JU

Sample : N2155-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Naphthalene, 1,5-dimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.551 2.92 ng 416088  Acenaphthene-d10 14.387
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96

Abundance Scan 1796 (13.551 min): BP009629.D\data.ms (-1790) (-  m/z 156.05 100.00%
156.1

o UU\/M
T T \
77.0 \\ 13.50
Orerripisbsn bl 2171 2831 3552 44345058 /) 141 00 73.07%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33138: Naphthalene, 1,5-dimethyl-
156.0
5000 — :
13.50
m/z 155.05 39.89%
77.0
Ol‘-\sr(\)‘\"\l\lm\\[\\\A\¥f'\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33164: Naphthalene, 1,6-dimethyl-
156.0
T \
13.50
5000 ITI/Z 115.00 15.28%
o280 ol
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33147: Naphthalene, 2,7-dimethyl- — ‘
156.0 13.50
m/z 157.05 14.61%
5000
77.0
Y DU § ¥ e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50

8270E-BP031722.M Thu Mar 31 12:45:03 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9629.D

Acqg On : 30 Mar 2022 21:02
Operator : CG/JU

Sample : N2155-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Naphthalene, 2,3-dimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.710 2.59 ng 368333  Acenaphthene-d10 14.387
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
3 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96

Abundance Scan 1823 (13.710 min): BP009629.D\data.ms (-1817) (- m/z 156.05 100.00%

156.1
5000
76.0 } | 13.50 14.00
O Al 2669 354.9 4291 5065 n/z 141.00  85.14%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33129: Naphthalene, 2,3-dimethyl-
141)0
5000 RR Y
13.50 14.00
m/z 155.05 28.11%
76.0 l
OI‘-\S;P¥’I‘\J|‘}||‘\‘%[HJ}\‘f|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33145: Naphthalene, 2,7-dimethyl-
156.0
o -
13.50 14.00
5000 m/z 115.00  18.45%
77.0
N SN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33136: Naphthalene, 1,4-dimethyl- —— ——
156.0 13.50 14.00
m/z 128.00 14.65%
h \J\MJ\M
77.0
Y S —— e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00

8270E-BP031722.M Thu Mar 31 12:45:07 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9629.D

Acqg On : 30 Mar 2022 21:02
Operator : CG/JU

Sample : N2155-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Nonadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.304 3.29 ng 468493  Acenaphthene-d10 14.387
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 91
3 Heptadecane 240 C17H36 000629-78-7 90
4 Tetradecane 198 C14H30 000629-59-4 87
5 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 86

Abundance Scan 1924 (14.304 min): BP009629.D\data.ms (-1919) (- m/z 57.10 100.00%
57.1

-

5000
- —
271 2122 14.00 14.50
or Al fETL 2122 28203422 4312 5082 n/; 43.65 71.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158598: Nonadecane
57.0
5000 . B——
14.00 14.50
m/z 71.10 69.04%
O‘\\l‘\‘\“\I’\J\#‘].\‘EZ;‘O“\\J-\Q\T.\O\\%??\.0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
— =
14.00 14.50
5000 ITI/Z 85.05 47.32%

| ILLEMS'HOlS&O 252.0 325.0

-

Ob b It B R P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane T T
57.0 14.00 14.50
m/z 41.05 37.36%
5000

-

|| (1270 2400

i |

O‘Hi%MuH‘H“M\H‘H‘W“H‘H‘W“H‘H‘W‘H“H‘W‘ — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50

8270E-BP031722.M Thu Mar 31 12:45:11 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9629.D

Acqg On : 30 Mar 2022 21:02
Operator : CG/JU

Sample : N2155-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Hexadecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.257 2.83 ng 402549  Acenaphthene-d10 14.387
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 90
3 Nonadecane 268 C19H40 000629-92-5 80
4 Heptadecane 240 C17H36 000629-78-7 72
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 72

Abundance Scan 2086 (15.257 min): BP009629.D\data.ms (-2082) (-  m/z 57.10 100.00%

57.1
5000
— —
271 296.3 15.00 15.50
ol L ULLBEIT 2263 34224011 477.05351  n/, 711 67.34%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107219: Hexadecane
57.0
5000 — —
15.00 15.50
m/z 43.05 66.15%
| me 226.0
O‘\\H‘!“‘\‘!\J‘!H#\]\1““\*\\’\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59088: Decane, 2,3,5-trimethyl-
57.0
—— —
15.00 15.50
5000 ITI/Z 85.05 46.35%
141.0
o_J‘www\u‘1WH,mwmWm_m‘w_m_m_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158600: Nonadecane T ——
57.0 15.00 15.50
m/z 41.10 34.14%
5000

-

12270 1670 2680

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50

8270E-BP031722.M Thu Mar 31 12:45:13 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9629.D

Acqg On : 30 Mar 2022 21:02
Operator : CG/JU

Sample : N2155-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 Tridecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.128 4.60 ng 674730  Phenanthrene-di10 17.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 87
2 Octacosane 394 (C28H58 000630-02-4 83
3 Tetradecane 198 C14H30 000629-59-4 81
4 Dodecane 170 C12H26 000112-40-3 81
5 Heptadecane 240 C17H36 000629-78-7 74

Abundance Scan 2234 (16.128 min): BP009629.D\data.ms (-2229) (- m/z 57.10 100.00%
57.1

5000

—

169.1 16.00 16.50

oAby L] 24033031 4161 4929 .0 g1 05 73.82%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #59026: Tridecane

%

5000
16.00 16.50

m/z 43.10 68.05%

‘ 9.26 0184 0

H\\‘r\\\’\\\\‘HH‘H\\‘\H\‘\\H‘H\\‘\H\‘\\H‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #298427: Octacosane

o
o ‘T
1 .
o

16.00 16.50
5000 m/z 85.10  48.92%

L RATO 197.0 2810 3940

%

0‘Hhw‘H‘_‘H,H‘w‘H‘_‘H‘H‘w‘u‘_‘u‘u‘w‘u‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #74005: Tetradecane
57.0 16.00 16.50
m/z 41.05 36.92%
- MJ\NVW
Lz 1s80
_‘H‘H‘w‘Hfw‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w‘ — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 16.00 16.50

8270E-BP031722.M Thu Mar 31 12:45:14 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9629.D

Acqg On : 30 Mar 2022 21:02
Operator : CG/JU

Sample : N2155-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 Dodecane, 2-methyl-6-propyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.928 2.57 ng 377182  Phenanthrene-d10 17.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 93
2 Heptadecane 240 C17H36 000629-78-7 87
3 Hexadecane 226 C16H34 000544-76-3 86
4 Nonadecane 268 C19H40 000629-92-5 86
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86

Abundance Scan 2370 (16.928 min): BP009629.D\data.ms (-2366) (-  m/z 57.10 100.00%
57.1

17.00
127.1 192.1 :
ob ALLLEPTL 19212502 3260 4021 4759 8 iy 7110 74.82%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
5000 T T
17.00
m/z 43.10 68.91%
140.0
O‘\\\l\[‘\I\\I\J[\A\‘\\h’\\\'\‘2\2\6\.\0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane
57.0
e
17.00
5000 m/z 85.85 52.33%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107220: Hexadecane —
57.0 17.00
m/z 41.05 32.82%
- %A/W‘J\/w
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.00

8270E-BP031722.M Thu Mar 31 12:45:15 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9629.D

Acqg On : 30 Mar 2022 21:02
Operator : CG/JU

Sample : N2155-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 Naphtho[1,2-b]thiophene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.975 3.73 ng 547085  Phenanthrene-d10 17.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphtho[1,2-b]thiophene 184 C12H8S 000234-41-3 86
2 Naphtho[2,1-b]thiophene 184 C12H8S 000233-02-3 86
3 Dibenzothiophene 184 C12H8S 000132-65-0 86
4 Azuleno(2,1-b)thiophene 184 C12H8S 000248-13-5 70
5 Naphtho[2,3-b]thiophene 184 C12H8S 000268-77-9 70

Abundance Scan 2378 (16.975 min): BP009629.D\data.ms (-2374) (- m/z 184.00 100.00%

184.0
50001 57.1
=
‘ 113 9771 17.00
om“‘hwehl o 21013349 4149 4931 m/z 57.10  43.37%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #58974: Naphtho[1,2-b]thiophene
184.0
5000 i7bd
m/z 71.10 37.56%
92.0 \
O\\\‘\\‘\\H\l\\\[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #58972: Naphtho[2,1-b]thiophene
184.0
—
17.00
5000 ITI/Z 85.05 20.86%
92.0 “
RO AT 1 D U
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #58968: Dibenzothiophene T
184.0 17.00
m/z 43.10 20.72%
5000
92.0 ‘\
N N —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.00

8270E-BP031722.M Thu Mar 31 12:45:15 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9629.D

Acqg On : 30 Mar 2022 21:02
Operator : CG/JU

Sample : N2155-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 Decane, 1l-iodo- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.675 2.96 ng 433596  Phenanthrene-d10 17.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 83
2 Decane, 1-iodo- 268 C1OH21I 002050-77-3 68
3 Eicosane 282 C20H42 000112-95-8 64
4 Hexadecane 226 C1l6H34 000544-76-3 64
5 Heptacosane 380 C27H56 000593-49-7 58
Abundance Scan 2497 (17.675 min): BP009629.D\data.ms (-2493) (- m/z 57.10 100.00%
57.1
5000 M\JJL/\W
203.1 — e
F 71 “ — 17.50 18.00
ol AMLLEEDY 1 26813270 30714563 5279 ., 7110 79.02%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158598: Nonadecane
57.0
5000 — ——
17.50 18.00
m/z 43.10 65.06%
O\J"\’\\‘\A‘\‘EZ\‘O‘\\].\Q\T\O\\\Z‘G\\S\(\)‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #157263: Decane, 1-iodo-
43.0
—— —
17.50 18.00
5000 m/z 85.10 57.30%
‘ 141.0
ok bbb b 288
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176385: Eicosane T ——
57.0 17.50 18.00
m/z 41.10 32.40%
h WM
‘ |H1270 197.0 2820
Ot L SR — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00

8270E-BP031722.M Thu Mar 31 12:45:17 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9629.D

Acqg On : 30 Mar 2022 21:02
Operator : CG/JU

Sample : N2155-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 Phenanthrene, 1-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.028 3.39 ng 497433  Phenanthrene-d10 17.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 97
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 97
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 96
4 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 96
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 95

Abundance Scan 2557 (18.028 min): BP009629.D\data.ms (-2553) (-  m/z 192.05 100.00%

192.1
5000
T
95.0 18.00
o2kl 2649 35614193 4944 m/z 191.85  58.29%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000 — :
18.00
m/z 189.10 31.23%
27.0 96.0
O‘H‘\‘\‘\‘\\1”]\\\‘1“\‘\1\1‘H\\‘H\\‘\H\‘\\H‘H\\‘\H\‘\H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #67039: Phenanthrene, 2-methyl-
192.0
1
18.00
5000 m/z 193.10 16.55%
94.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #67024: Anthracene, 2-methyl- 7
192.0 18.00
m/z 190.10 15.98%
5000
83.0
0%%9wvwﬂ\uuﬁh‘M\H‘HH‘H\W\HW\H\M\HM\H‘\ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.00

8270E-BP031722.M Thu Mar 31 12:45:18 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9629.D

Acqg On : 30 Mar 2022 21:02
Operator : CG/JU

Sample : N2155-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 Phenanthrene, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.075 5.59 ng 819203  Phenanthrene-di10 17.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 97
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 97
3 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 96
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 95
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 95

Abundance Scan 2565 (18.075 min): BP009629.D\data.ms (-2561) (-  m/z 192.10 100.00%
1

9.1
5000
T
o 256.1  350.2 433.3490 ‘ 16.90
O ettt gl S50 399:2_ 433349015470 p/7 191,18 58.19%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000 — :
18.00
m/z 189.00 30.17%
0 3.9.0\ 96|0 L
\\\‘\\\1‘\\\!‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67039: Phenanthrene, 2-methyl-
192.0
=T
18.00
5000 m/z 193.10 17.04%
94.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67054: 1H-Cyclopropa[llphenanthrene,1a,9b-dihydro- —— ‘
192.0 18.00
m/z 190.05 15.65%
5000
39,0 96.0
e R Sa. —A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9629.D

Acqg On : 30 Mar 2022 21:02
Operator : CG/JU

Sample : N2155-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 17 Phenanthrene, 4-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.216 4.91 ng 720061  Phenanthrene-die 17.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 70
2 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 64
3 Naphtho[1,2-b]norbornadiene 192 C15H12 1000210-14-8 42
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 38
5 SH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 38

Abundance Scan 2589 (18.216 min): BP009629.D\data.ms (-2585) (-  m/z 189.05 100.00%

189.1
5000
94.7 T ‘ T T ‘ T
18.00 18.50
0l380 kA M 2811 356.1414.4477.35352 ./, 199 .19  99.74%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67034: Phenanthrene, 4-methyl-
192.0
5000 —f —
18.00 18.50
m/z 192.10  59.70%
95.0
O27.0 M .
\\\\‘\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
— =
18.00 18.50
5000 m/z 191.10 50.14%
94.0
o8O |
AR R N AR N AR AR S RARRE
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67046: Naphtho[1,2-b]norbornadiene = T
192.0 18.00 18.50
m/z 94.70  24.88%
o J\J\\W
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

8270E-BP031722.M Thu Mar 31 12:45:20 2022

Page:

20



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9629.D

Acqg On : 30 Mar 2022 21:02
Operator : CG/JU

Sample : N2155-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 18 Tridecane, 1-iodo- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.963 2.95 ng 431628 Phenanthrene-d10 17.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 1-iodo- 310 C13H271 035599-77-0 93
2 Heptacosane 380 C27H56 000593-49-7 93
3 Hexadecane 226 C16H34 000544-76-3 91
4 Eicosane, 9-octyl- 394 C28H58 013475-77-9 87
5 Tetratriacontane, 2-methyl- 493 (C35H72 014167-65-8 87

Abundance Scan 2716 (18.963 min): BP009629.D\data.ms (-2713) (- m/z 57.10 100.00%
57.1

3

5000
‘ 2111 idOd
127.1 : :
ob ALPPTE 1L 3041 3810 4623 8406 iy 110 76.26%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #211086: Tridecane, 1-iodo-
57.0
5000

—
19.00
m/z 43.10 63.27%

183.0
O‘\\”\w"‘\‘f‘\\\J‘\\\‘\\l“\\\‘\‘\\\\‘\\\3\]‘-\0\.\0\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #287977: Heptacosane
57.0
——
19.00
5000 m/z 85.10 52.34%
ol 112270 197.0 2670  380.0
A
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107219: Hexadecane T
57.0 19.00
m/z 41.10 25.96%
- M/\J\/\W
127.0  226.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9629.D

Acqg On : 30 Mar 2022 21:02
Operator : CG/JU

Sample : N2155-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 19 Pentadecafluorooctanoic aci... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

20.992 7.55 ng 2080240  Chrysene-d12 21.274
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93
2 Cyclohexadecane 224 C16H32 000295-65-8 92
3 Pentadecafluorooctanoic acid, he... 638 C24H33F1502 1000406-04-6 90
4 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 87
5 7-Hexadecene, (Z)- 224 C16H32 035507-09-6 83

Abundance Scan 3061 (20.992 min): BP009629.D\data.ms (-3057) (- m/z 57.10 100.00%
57.1

5000 LJLLJL
226.1
—
‘ %Tl 21.00
okt L 2051 4100 | 5406 o, 4310 77.65%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 T
21.00
50 m/z 83.10 70.18%
Oljf‘\fg[l‘1!!12!5l2.03619.064?"
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #104594: Cyclohexadecane
55.0
—
21.00
5000 ITI/Z 71.10 66.90%
5.0
J \ 224.0
b L e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #347828: Pentadecafluorooctanoic acid, hexadecyl ester —
57.0 21.00
m/z 55.10 64.57%
- JLWM”MJhNJ\M/JLMVNAW
5.0 2240
o bbb 4380 8200 _—
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\BP033022\
Data File : BP0@9629.D

Acqg On : 30 Mar 2022 21:02
Operator : CG/JU

Sample : N2155-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 20 Triphenylphosphine oxide Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.386  22.38 ng 6164790  Chrysene-d12 21.274
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 94
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 40
4 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 36
5 5-Methyl-8-phenylfuro[3',2"':5,6]... 277 C16H11N302 1000460-07-9 28

Abundance Scan 3128 (21.386 min): BP009629.D\data.ms (-3124) (-  m/z 277.10 100.00%

277.1
5000
77.0 199.0 — —_—
‘ 13900 \ H 21.00 21.50
Ok 2300 UL | 3421 412.2477.15365 /5 578 19 32.99%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 — e
21.00 21.50
m/z 199.00  19.26%
‘ 128.
O‘\U\l\’l‘\h‘\d\\J“'\\liﬂ'ir“\““\\'J\\\HHH‘H T T T T T T T[T T T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0

-

= ‘ 7
21.00 21.50
5000 m/z 201.00 18.77%

o 183.0

J \\\mwhlh”

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

Abundance #169750: Vanadium, cycloheptatrienyl-(pentamethylcyclo T ‘ ‘
277.0 21.00 21.50

m/z 77.00 17.90%

o

-

5000

195.0
51.0 1160 |
0 I ‘ | 1\ | JJ Ly ,lU J |

== \ \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

-
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033022\
Data File : BP0@9629.D

Acqg On : 30 Mar 2022 21:02
Operator : CG/JU

Sample : N2155-04

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.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|
3-Penten-2-one,... 4.287 35.6 ng 2362120 1 7.740 1327360 20.0
2-Pentanone, 4-... 4,881 59.8 ng 3966760 1 7.740 1327360 20.0
Neopentyl glycol 6.252 16.4 ng 1086800 1  7.740 1327360 20.0
Ethanol, 2-(2-b... 10.322 20.0 ng 1642260 2 10.534 1639920 20.0
Bacchotricuneat... 11.975 3.8 ng 312801 2 10.534 1639920 20.0
Tetradecane 13.222 3.8 ng 541904 3 14.387 2849210 20.0
Naphthalene, 1,... 13.551 2.9 ng 416088 3 14.387 2849210 20.0
Naphthalene, 2,... 13.710 2.6 ng 368333 3 14.387 2849210 20.0
Nonadecane 14.304 3.3 ng 468493 3 14.387 2849210 20.0
Hexadecane 15.257 2.8 ng 402549 3 14.387 2849210 20.0
Tridecane 16.128 4.6 ng 674730 4 17.157 2930560 20.0
Dodecane, 2-met... 16.928 2.6 ng 377182 4 17.157 2930560 20.0
Naphtho[1,2-b]t... 16.975 3.7 ng 547085 4 17.157 2930560 20.0
Decane, 1-iodo- 17.675 3.0 ng 433596 4 17.157 2930560 20.0
Phenanthrene, 1... 18.028 3.4 ng 497433 4 17.157 2930560 20.0
Phenanthrene, 2... 18.075 5.6 ng 819203 4 17.157 2930560 20.0
Phenanthrene, 4... 18.216 4.9 ng 720061 4 17.157 2930560 20.0
Tridecane, 1-iodo- 18.963 3.0 ng 431628 4 17.157 2930560 20.0
Pentadecafluoro... 20.992 7.5 ng 2080240 5 21.274 5508900 20.0
Triphenylphosph... 21.386 22.4 ng 6164790 5 21.274 5508900 20.0
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