LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31522\
Data File : BP0@9414.D

Acqg On : 16 Mar 2022 00:08
Operator : CG/JU

Sample : N1894-03 2X

Misc :

ALS Vvial : 18 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©30522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@9414.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.058 8 12 22 rVB 127051 213821 2.07% 0.193%
2 5.340 393 400 407 rBV 232763 377280 3.65% 0.340%
3 5.422 407 414 432 rVB 1269602 2225754 21.56% 2.008%
4 5.816 472 481 493 rBV 339964 605660 5.87% 0.547%
5 6.316 559 566 573 rBV 143773 252487 2.45% 0.228%
6 6.799 641 648 654 rBV 78464 133295 1.29% 0.120%
7 7.0106 671 684 698 rBV 1147280 2265659 21.94% 2.044%
8 7.810 811 820 833 rBV 1122417 1983245 19.21% 1.790%
9 8.969 1010 1017 1028 rBV 775975 1459951 14.14% 1.317%
10 10.604 1287 1295 1303 rBV 1459124 2738421 26.52% 2.471%
11 13.075 1708 1715 1732 rBV 2354187 3764060 36.45% 3.397%
12 13.286 1745 1751 1762 rBV2 139631 264264 2.56% 0.238%
13 13.504 1783 1788 1798 rVB 218006 341710 3.31% 0.308%
14 14.175 1896 1902 1917 rVB 369757 673279 6.52% 0.608%
15 14.369 1931 1935 1939 rVB 102842 149616 1.45% 0.135%

16 14.457 1942 1950 1953 rVV 2293131 3767836 36.49%
17 14.492 1953 1956 1971 rVB 837559 1238005 11.99%
18 15.322 2093 2097 2102 rVB2 119210 153066 1.48%
19 15.733 2164 2167 2172 rVB 93833 134662 1.30%
20 15.951 2197 2204 2212 rBV 1978839 3164630 30.65%
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w
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R

21 16.192 2240 2245 2247 rBV 198095 296072 2
22 16.398 2276 2280 2289 rVB 320980 464592 4
23 16.563 2305 2308 2312 rVB 104114 129749 1.26%
24 16.822 2346 2352 2357 rVB 1303737 1805760 17.
25 16.992 2377 2381 2384 rBV2 96374 136922 1
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=
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R

26 17.039 2385 2389 2398 rVB2 163861 298951 2
27 17.216 2413 2419 2423 rBV 2984745 4520866 43.
28 17.257 2423 2426 2432 rVB 570961 833363 8.07%
29 17.351 2437 2442 2448 rVB 431325 697891 6
30 17.627 2485 2489 2493 rBV 168875 236105 2

[N RIS ]
~N
U1
N
R

31 17.733 2504 2507 2514 rVB2 104574 139806 1.35%
32 18.121 2569 2573 2581 rBV2 944794 1423329 13.78%
33 18.610 2654 2656 2661 rVB 142925 167264 1.62%
34 19.116 2739 2742 2749 rVB 241338 348209 3.37%
35 19.239 2757 2763 2771 rBV 2941378 4390373 42.52%
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Ay
w1
ity
B

36 19.363 2780 2784 2792 rBV2 969449 1840258 17.82% 1.661%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31522\
Data File : BP0@9414.D

Acqg On : 16 Mar 2022 00:08
Operator : CG/JU

Sample : N1894-03 2X

Misc

ALS Vvial : 18 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©30522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 19.592 2814 2823 2831 rBV 2317577 3936448 38.12% 3.552%
38 19.792 2852 2857 2861 rBV 3891550 5072900 49.13% 4.578%
39 21.027 3063 3067 3076 rBV 2168116 3850668 37.29%  3.475%
40 21.245 3100 3104 3109 rVB 8854097 10325357 100.00% 9.317%
41 21.321 3111 3117 3121 rBV2 4493881 7902035 76.53% 7.130%
42 21.445 3134 3138 3143 rBV 2431900 3639497 35.25% 3.284%
43 21.504 3143 3148 3152 rVV 4265809 6144822 59.51% 5.545%
44 21.557 3153 3157 3162 rVV 5480377 8011407 77.59% 7.229%
45 21.604 3162 3165 3168 rVV 2010670 2765545 26.78%  2.496%
46 21.633 3168 3170 3179 rVB3 2086672 2970494 28.77% 2.680%
47 23.009 3399 3404 3419 rVB 1587128 5132681 49.71% 4.632%
48 23.633 3506 3510 3519 rVB 1193922 2484314 24.06%  2.242%
49 23.739 3522 3528 3534 rBV2 2291616 4948568 47.93% 4.465%

Sum of corrected areas: 110820947
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 16 Mar 2022 00:08
: CG/IU
¢ N1894-03 2X

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP031522\
BP009414.D

: 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

le+07

8000000

6000000

4000000

2000000

TIC: BP009414.D\data.ms

5.422 10.604
7.010 7.810 8.969

058 5'3/:%8 5-/86-6 6.316 6.799

0

Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance

1le+07

8000000

6000000

4000000

2000000

TIC: BP009414.D\data.ms

19.792

19.239
17.216 19.59

13.075 14.457 15.951 263
16.822 18.121 ’

14/1492 1 19.1

0
Time-->

12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance

le+07

8000000

6000000

4000000

2000000

0

TIC: BP009414.D\data.ms
21.p45

21.

23.739
21.027
23.633

)

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\BP@31522\
Data File : BP0@9414.D

Acqg On : 16 Mar 2022 00:08
Operator : CG/JU

Sample : N1894-03 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 Butane, 2-methoxy-2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
3.058 2.16 ng 213821 1,4-Dichlorobenzene-d4 7.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 64
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 38
3 3-Hexanol, 2,4-dimethyl- 130 C8H180 013432-25-2 28
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

5 1,3-Dioxolane, 2-(6-heptynyl)- 168 C10H1602 025595-82-8 9
Abundance  Scan 12 (3.058 min): BP009414.D\data.ms (-8) (-) m/z 73.05 100.00%

73.0

>

5000
O EABBRREERNERESSShasae
‘ 1 3.103.203.303.403.50
Ol Ak 1309 2089 282.0 3569 43304927 1/, 43.05 30.95%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L R R R R
3.103.203.303.403.50
‘ m/z 87.05 26.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
R NARRERESENEESSSSSCESS
3.103.203.303.403.50
5000 m/z 55.00 21.61%
0\\\”.’
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15754: 3-Hexanol, 2,4-dimethyl- R RRERE R
73.0 3.103.203.303.403.50
m/z 71.00 11.18%
5000
il
0““H“‘\m‘“‘\‘cm“m,‘m‘mwm‘mWm‘mwmw R RS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31522\
Data File : BP0@9414.D

Acqg On : 16 Mar 2022 00:08
Operator : CG/JU

Sample : N1894-03 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 1,3,5,7-Cyclooctatetraene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
5.816 6.11 ng 605660 1,4-Dichlorobenzene-d4 7.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,3,5,7-Cyclooctatetraene 104 C8H8 000629-20-9 97
2 Styrene 104 C8H8 000100-42-5 97
3 Bicyclo[4.2.0]octa-1,3,5-triene 104 C8H8 000694-87-1 91
4 Butanedioic acid, phenyl- 194 C10eH1004 000635-51-8 72
5 2-Propenoic acid, 3-phenyl-, 2-p... 252 C17H1602 000103-53-7 53
Abundance Scan 481 (5.816 min): BP009414.D\data.ms (-472) (-) m/z 104.00 100.00%
104.0
5000 /{
R e I R
30, ‘ 5.40 5.60 5.80 6.00 6.20
oAb L 20812690 355.0 4289 5337 /7 102.95 48.12%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5500: 1,3,5,7-Cyclooctatetraene
104.0
5000 BEEEE AR

5.40 5.60 5.80 6.00 6.20
m/z 78.00 46.82%

39.F
O“”‘J‘\H""\“"\““\““\““\“"\““\““\““!““\‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5493: Styrene
104.0
5505%05%0660650
5000 ITI z 77.00 22.12%
O+ e L\J\W/
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5502: Bicyclo[4.2.0]octa-1,3,5-triene e ERREENS SRS S
104.0 5.40 5.60 5.80 6.00 6.20

m/z 51.00 20.47%

» N\L

R e o o R
miz--> 50 100 150 200 250 300 350 400 450 500 550  5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31522\
Data File : BP0@9414.D

Acqg On : 16 Mar 2022 00:08
Operator : CG/JU

Sample : N1894-03 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 Benzene, (1-methylethyl)- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
6.316 2.55 ng 252487 1,4-Dichlorobenzene-d4 7.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 94
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
3 Mesitylene 120 C9H12 000108-67-8 90

4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 87
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 87

Abundance Scan 566 (6.316 min): BP009414.D\data.ms (-559) (-) m/z 105.00 100.00%

105.0
5000

6.00 6.20 6.40 6.60

39. .
b PH bl 190.7 266.6325.0 4081 48985490 /7 120.05  26.01%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #10714: Benzene, (1-methylethyl)-
105.0
5000 T T T T T T T

6.00 6.20 6.40 6.60
m/z 77.00 15.03%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #10710: Benzene, 1,2,3-trimethyl-
105.0

6.00 6.20 6.40 6.60

o

5000 m/z 79.00 13.53%
39.0
0\\I\‘J‘{I'\IJ\‘>L'\“\“‘\\\‘HH‘H\\‘\H\‘HH|HH‘HH‘HH|HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #10692: Mesitylene R A RmARSEE
105.0 6.00 6.20 6.40 6.60

m/z 103.00 10.15%

5000
39.0 }
| gL

L S S | S
miz--> 50 100 150 200 250 300 350 400 450 500 550 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31522\
Data File : BP0@9414.D

Acqg On : 16 Mar 2022 00:08
Operator : CG/JU

Sample : N1894-03 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 Benzene, 1,1'-(1,2-cyclobut... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.398 2.06 ng 464592  Phenanthrene-d10 17.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,1'-(1,2-cyclobutanedi... 208 C16H16 020071-09-4 90
2 [2.2]Paracyclophane 208 C1l6H16 001633-22-3 87
3 Benzene, 1,1'-(1,2-cyclobutanedi... 208 C1l6H16 007694-30-6 86
4 Cyclobutane, 1,2-diphenyl- 208 C16H16 003018-21-1 78
5 Styrene 104 C8H8 000100-42-5 64
Abundance Scan 2280 (16.398 min): BP009414.D\data.ms (-2276) (- m/z 104.05 100.00%
104.1
5000 j\\
A
39.0 178.0 16.00 16.50
ob2ibedy Lo SO0T 2670 354.9411.9 475.95829  ;n/z 1@03.00  13.85%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85434: Benzene, 1,1'-(1,2-cyclobutanediyl)bis-, trans-
104.0
5000 o /\ —
16.00 16.50
m/z 78.00 13.62%
0,390 | 1780
\\\\‘\\\\‘\\11[\\11‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85393: [2.2]Paracyclophane
104.0 /\
— =
16.00 16.50
5000 m/z 105.05 8.29%
208.0
39.0
(R A o o s A RANS S R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85430: Benzene, 1,1'-(1,2-cyclobutanediyl)bis-, cis- — —
104.0 16.00 16.50
m/z 77.00 6.64%
0 39.0 | 178.0
LA B o . T
m/z--> 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\BP@31522\
Data File : BP0@9414.D

Acqg On : 16 Mar 2022 00:08
Operator : CG/JU

Sample : N1894-03 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 [2.2]Paracyclophane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.822 7.99 ng 1805760  Phenanthrene-d10 17.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,1'-(1,2-cyclobutanedi... 208 C16H16 007694-30-6 86
2 [2.2]Paracyclophane 208 C16H16 001633-22-3 74
3 Benzene, 1,1'-(1,2-cyclobutanedi... 208 C1l6H16 020071-09-4 72
4 5,5-Dimethyl-4-phenyldihydrofura... 190 C12H1402 013133-96-5 59
5 Carphedon, N-(trifluoroacetyl) 314 C14H13F3N203  1000445-42-6 50
Abundance Scan 2352 (16.822 min): BP009414.D\data.ms (-2346) (| m/z 104.00 100.00%
104.0
5000
|
39.1 178.1 ‘ 16.50 17.00
ok 38 L iy 28103401 431.0490.8549. /7 193 00 11.54%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #85430: Benzene, 1,1'-(1,2-cyclobutanediyl)bis-, cis-
104.0
5000 J\ = ——
16.50 17.00
m/z 77.95 11.53%
0,390 | | 1780
\\\\‘\\\1‘\\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85394: [2.2]Paracyclophane
104.0 J\
= ————r
16.50 17.00
5000 m/z 105.05 8.53%
208.0
39.0 |
O Hrrr e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85434: Benzene, 1,1'-(1,2-cyclobutanediyl)bis-, trans- P P
104.0 16.50 17.00
m/z 77.00 6.23%
- J\JL
0l390 | | 1780
e e T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31522\
Data File : BP0@9414.D

Acqg On : 16 Mar 2022 00:08
Operator : CG/JU

Sample : N1894-03 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.121 6.30 ng 1423330  Phenanthrene-d10 17.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 Octadecanoic acid 284 C18H3602 000057-11-4 87
5 Pentadecanoic acid 242 C15H3002 001002-84-2 76
Abundance Scan 2573 (18.121 min): BP009414.D\data.ms (-2569) (- m/z 73.00 100.00%
73.0
5000 V.L
213.2 ) =
HH ‘ \ 18.00 18.50
ol MMLEEER 11 2810 3569 4289 5032 /i 6000 76.66%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 =1 ]
18.00 18.50
H 213.0 m/z 43.10 73.60%
O\\i“ \l\‘i‘lll“\“\‘\‘\1\\\\\“\\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid
73.0
—— —
18.00 18.50
5000 m/z 57.05 62.13%
L 228.0
o M“‘m Hﬂ \
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid 7 —
73.0 18.00 18.50
m/z 55.10 60.33%
5000
171.0
o“ ..}HJIM.“.H — e
m/z--> 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\BP@31522\
Data File : BP0@9414.D

Acqg On : 16 Mar 2022 00:08

Operator : CG/JU

Sample : N1894-03 2X

Misc

ALS vial : 18

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecanoic acid Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
19.363 4.66 ng 1840260  Chrysene-d12 21.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64

Abundance Scan 2784 (19.363 min): BP009414.D\data.ms (-2780) (-

3

m/z 73.00 100.00%

&

5000
241.2
‘ MI ” J L 3{03 ) | 19.00 19.50
O A ol L F03:1365.2 429.2490.0549.0 /7 43 10 82.43%
m/fz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
5000 1290 — S—
19.00 19.50
’ ‘ 284.0 m/z 60.00 77.80%
O‘\\"\ "J’h”\“\h\\“\\\‘\\“1‘\‘1f“l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

73.0

-

19.00 19.50
5000 m/z 57.10 70.71%

otstL i H\ ‘Il ,.W\llg‘gﬂ

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

3

Abundance #109279: Tetradecanoic acid — —
73.0 19.00 19.50
m/z 55.10 67.02%
5000
185.0
el B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31522\
Data File : BP0@9414.D

Acqg On : 16 Mar 2022 00:08
Operator : CG/JU

Sample : N1894-03 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 Cyclohexane, 1,3,5-triphenyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.027 9.75 ng 3850670  Chrysene-d12 21.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3,5-triphenyl- 312 C24H24 028336-57-4 53
2 Androst-5-en-16-one, 3,17-dihydr... 304 C19H2803 001159-66-6 22
3 Bendazac methyl ester 296 C17H16N203 1010119-77-6 14
4 Salicylic acid, trimethylsilyl e... 300 C17H2003Si 1000463-82-7 14
5 Nialamide, 1TMS derivative 370 C19H26N402Si 1000485-79-3 12

Abundance Scan 3067 (21.027 min): BP009414.D\data.ms (-3063) (- m/z 91.00 100.00%

91.0
5000
T I
‘ szl s021 21.00
Ol b L 13490 L) S92 1364.2423.3 5346 /7 117.05  26.59%
mjz—> 0 50 100 150 200 250 300 350 400 450 500
Abundance #215136: Cyclohexane, 1,3,5-triphenyl-
91.0
5000 S ‘
21.00
m/z 207.05 15.52%
ey dl 312.0
O‘\\\\‘\\\ ‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #204746: Androst-5-en-16-one, 3,17-dihydroxy-, (3.beta.,
91.0

L

—
21.00
5000 304.0 m/z 194.10  12.95%
‘ 31.0
ow Ww,,
m/z--> O 50 100 150 200 250 300 350 400 450 500
Abundance #193954: Bendazac methyl ester T ‘
91.0 21.00
m/z 115.00 8.66%
5000 MMNHNA”NAAkawJLWAA
223.0 296.0
0 ||, 165.0 |
[T T T T T T T T T T T T T ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31522\
Data File : BP0@9414.D

Acqg On : 16 Mar 2022 00:08
Operator : CG/JU

Sample : N1894-03 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 Triphenylphosphine oxide Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.445 9.21 ng 3639500 Chrysene-d12 21.327
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 52
3 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 40
4 (Carbethoxymethyl)-triphenylphos... 428 C22H22BrO2P 001530-45-6 40
5 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 38

Abundance Scan 3138 (21.445 min): BP009414.D\data.ms (-3134) (- m/z 277.10 100.00%

277.1
5000
77.0 199.0 P
‘ 139()\” 21.50
Ol 290 Y| 3421 410147505335 ./, 578 10 32.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171172: Triphenylphosphine oxide
277.0
5000 L
21.50
77.0 199.0 m/z 199.00  18.55%
14.0 ‘ ‘
0‘\\\\‘J\\‘\\‘\\\\‘i\\\\‘\U\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

-

—
21.50
5000 m/z 201.00  18.47%
77.0

183.0

o

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

Abundance #169750: Vanadium, cycloheptatrienyl-(pentamethylcyclg T
277.0 21.50

m/z 77.00 17.59%

o

-

5000

195.0
510 9160 |
NS WD S O PNPY ST S —
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 21.50

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31522\
Data File : BP0@9414.D

Acqg On : 16 Mar 2022 00:08
Operator : CG/JU

Sample : N1894-03 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 1-Propene, 3-(2-cyclopenten... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.504 15.55 ng 6144820  Chrysene-d12 21.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propene, 3-(2-cyclopentenyl)-2... 274 C21H22 1010154-23-3 59
2 Cyclopentene-1-carboxylic acid, ... 332 C23H2402 1000159-40-6 45
3 1H-Indole, 1-methyl-2-phenyl- 207 C15H13N 003558-24-5 42
4 2-(4-Methylphenyl)-1H-indole 207 C15H13N 055577-25-8 41
5 1H-Indole, 2-methyl-3-phenyl- 207 C15H13N 004757-69-1 38
Abundance Scan 3148 (21.504 min): BP009414.D\data.ms (-3143) (|  m/z 91.00 100.00%
91.0 207.1
5000
l 21.50
Obrrro ik LA4A9 L | 304136524291 5143 17 207 05 90.09%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #166430: 1-Propene, 3-(2-cyclopentenyl)-2-methyl-1,1-di
207.0
129.0
5000
21 50
m/z 129.05 75.59%
67.0
l 274.0
O‘\\l\u“\ﬂ\\\“\J\‘\\‘\J\“\J\’\\\\‘\\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #239683: Cyclopentene-1-carboxylic acid, 4-[2-(diphenyl
207.0
N
21.50
5000 ITI/Z 206.10 35.92%
129.0
59.0 ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #84028: 1H-Indole, 1-methyl-2-phenyl- ‘
207.0 21 50
m/z 105.05 21.70%
o 3001030
e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31522\
Data File : BP0@9414.D

Acqg On : 16 Mar 2022 00:08
Operator : CG/JU

Sample : N1894-03 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 unknown21.557 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.557 20.28 ng 8011410 Chrysene-d12 21.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indole, 1-methyl-2-phenyl- 207 C15H13N 003558-24-5 46
2 2-(4-Methylphenyl)-1H-indole 207 C15H13N 055577-25-8 46
3 5-Methyl-2-phenylindolizine 207 C15H13N 036944-99-7 45
4 Cyclopentene-1-carboxylic acid, ... 332 C23H2402 1000159-40-6 45
5 1H-Indole, 2-methyl-3-phenyl- 207 C15H13N 004757-69-1 43

Abundance Scan 3157 (21.557 min): BP009414.D\data.ms (-3153) (- m/z 91.00 100.00%

91 .O 207.1
5000

21 50
Ok AL ‘lw?‘@l |1 2651 3561 423.4485.4546. 207.05  84.67%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #84028: 1H-Indole, 1-methyl-2-phenyl-
207.0
5000
21 50

m/z 129.00  74.49%
39.0 103.0

y Lo
O‘\\\1’\\\1‘\\\\‘\\11[1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #84024: 2-(4-Methylphenyl)-1H-indole
207.0

=
21.50

5000 m/z 206.10 32.23%
89.0
0‘?prwwﬂ‘}4%QMW‘H“H‘w“u,‘u‘““w“u,u““
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #84022: 5-Methyl-2-phenylindolizine =
207.0 21.50

105.05  21.28%

5000
28.0 130.0

O L e B e o N

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31522\
Data File : BP0@9414.D

Acqg On : 16 Mar 2022 00:08
Operator : CG/JU

Sample : N1894-03 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 Methadone N-oxide Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.604 7.00 ng 2765550  Chrysene-d12 21.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methadone N-oxide 325 C21H27N02 1000120-80-7 64
2 1-Propene, 3-(2-cyclopentenyl)-2... 274 C21H22 1010154-23-3 59
3 2-(4-Methylphenyl)-1H-indole 207 C15H13N 055577-25-8 50
4 1H-Indole, 2-methyl-3-phenyl- 207 C15H13N 004757-69-1 45
5 1H-Indole, 1-methyl-2-phenyl- 207 C15H13N 003558-24-5 41
Abundance Scan 3165 (21.604 min): BP009414.D\data.ms (-3162) (- m/z 91.00 100.00%
91.0 207.1
5000
\ 2150 22.00
obralli1390a ]| 28113462 4104 4963 ) 26716 gg.06%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #230578: Methadone N-oxide
129.0 207.0
72.0
5000
21 50 22 00
m/z 129.05 76.74%
0 \\}“‘h\‘\‘\“‘\‘\\‘\“\h\‘\\‘\l“‘\\\\‘Z\TK\(‘)\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #166430: 1-Propene, 3-(2-cyclopentenyl)-2-methyl-1,1-di
207.0
129.0 21.50 22.00
5000 m/z 206.10 33.66%
67.0
l 274.0
P
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84024: 2-(4-Methylphenyl)-1H-indole
207.0 21 50 22 00
m/z 105.10 21.67%
5000
89.0
LRI —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21 50 22 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31522\
Data File : BP0@9414.D

Acqg On : 16 Mar 2022 00:08
Operator : CG/JU

Sample : N1894-03 2X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 1-Propene, 3-(2-cyclopenten... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.633 7.52 ng 2970490  Chrysene-d12 21.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methadone N-oxide 325 C21H27N0O2 1000120-80-7 72
2 1-Propene, 3-(2-cyclopentenyl)-2... 274 C21H22 1010154-23-3 50
3 2-(4-Methylphenyl)-1H-indole 207 C15H13N 055577-25-8 46
4 7-Methyl -2-phenyl-1H-indole 207 C15H13N 059541-82-1 43
5 5-Methyl-2-phenylindolizine 207 C15H13N 036944-99-7 43
Abundance Scan 3170 (21.633 min): BP009414.D\data.ms (-3168) (- m/z 91.00 100.00%
91.0 207.1
5000
‘21‘50‘ 22.00
Obrrpk L35 MU\ |1 3021 3753 487.3547. 207.10  88.04%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #230578: Methadone N-oxide
129.0 2070
72.0
5000
21.50 22.00
m/z 129.00 76.79%
L ‘ | 277.0
O \\}“}\\‘\“‘\‘\\\“\1\\‘\l“\\‘\\‘\\“\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #166430: 1-Propene, 3-(2-cyclopentenyl)-2-methyl-1,1-di
207.0
—
129.0 21.50 22.00
5000 206.10 35.26%
67.0
l 274.0
L T R —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84024: 2-(4-Methylphenyl)-1H-indole —
207.0 21 50 22.00
105.10  23.39%
5000
89.0
YA S ————
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@31522\
Data File : BP0@9414.D

Acqg On : 16 Mar 2022 00:08
Operator : CG/JU

Sample : N1894-03 2X

Misc

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP©30522.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|
Butane, 2-metho... 3.058 2.2 ng 213821 1  7.810 1983250 20.0
1,3,5,7-Cyclooc... 5.816 6.1 ng 605660 1 7.810 1983250 20.0
Benzene, (1-met... 6.316 2.5 ng 252487 1 7.810 1983250 20.0
Benzene, 1,1'-(... 16.398 2.1 ng 464592 4 17.216 4520870 20.0
[2.2]Paracyclop... 16.822 8.0 ng 1805760 4 17.216 4520870 20.0
n-Hexadecanoic ... 18.121 6.3 ng 1423330 4 17.216 4520870 20.0
Octadecanoic acid 19.363 4.7 ng 1840260 5 21.327 7902040 20.0
Cyclohexane, 1,... 21.027 9.8 ng 3850670 5 21.327 7902040 20.0
Triphenylphosph... 21.445 9.2 ng 3639500 5 21.327 7902040 20.0
1-Propene, 3-(2... 21.504 15.6 ng 6144820 5 21.327 7902040 20.0
unknown21.557 21.557 20.3 ng 8011410 5 21.327 7902040 20.0
Methadone N-oxide 21.604 7.0 ng 2765550 5 21.327 7902040 20.0
1-Propene, 3-(2... 21.633 7.5 ng 2970490 5 21.327 7902040 20.0
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