LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe61423\
Data File : BG®57708.D

Acqg On : 14 Jun 2023 15:08
Operator : CG/JU

Sample : 03141-02

Misc :

ALS vial : 9 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_ G\Methods\8270-BG061323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO57708.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.123 3 6 13 rVB 94162 125069 11.13% 0.905%
2 4.134 173 178 183 rBV 10966 15711 1.40% 0.114%
3 5.045 328 333 340 rBV 15712 23397 2.08% 0.169%
4 5.509 405 412 423 rVB 425425 658969 58.64% 4.767%
5 7.095 674 682 690 rBV 431340 741266 65.97% 5.362%

6 7.935 818 825 834 rVB 155483 258347 22.99%
7 9.099 1015 1023 1031 rBV = 222379 389440 34.66%
8 10.744 1291 1303 1310 rVB 221629 407401 36.26%
9 13.194 1713 1720 1729 rVB 605711 920260 81.90%
10 14.569 1948 1954 1962 rVB 354082 552245 49.15%
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11 15.926 2179 2185 2190 rVB 87621 123466 10.99%
12 16.055 2200 2207 2217 rBV 474204 716358 63.75%
13 17.313 2414 2421 2428 rBV 446265 665368 59.21%
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14 17.401 2431 2436 2440 rBV2 14323 18734 1.67% 136%
15 18.206 2568 2573 2581 rBV2 66086 97785 8.70% 707%
16 19.017 2706 2711 2715 rBV4 10194 14487 1.29% 0.105%
17 19.099 2720 2725 2729 rVW7 9242 14219 1.27% ©.103%
18 19.134 2729 2731 2737 rVB4 12177 14795 1.32% ©0.107%
19 19.363 2767 2770 2776 rVB 10545 17095 1.52% 0.124%
20 19.422 2777 2780 2785 rVB6 12786 14404 1.28% 0.104%
21 19.481 2786 2790 2794 rBV3 20386 26510 2.36% ©.192%
22 19.663 2818 2821 2825 rBV 81681 94668 8.42% 0.685%
23 19.716 2826 2830 2837 rVB2 35967 52875 4.71% 0.382%
24 19.927 2861 2866 2871 rVV 857226 1123679 100.00%  8.128%
25 19.968 2871 2873 2877 rVB3 15736 14846 1.32% ©.107%
26 20.245 2916 2920 2926 rVB 101687 110719 9.85% 0.801%
27 20.521 2964 2967 2971 rBV3 9784 11760 1.05% ©.085%
28 20.574 2971 2976 2979 rVWV7 16067 22031 1.96% ©.159%
29 20.738 2998 3004 3011 rVB 168123 206869 18.41%  1.496%
30 21.049 3053 3057 3064 rVB 60234 79574 7.08% 0.576%

31 21.238 3083 3089 3098 rBvV2 269257 452786 40.29%
32 21.567 3139 3145 3152 rBV2 402223 647432 57.62%
33 21.778 3170 3181 3199 rVB 264829 711601 63.33%
34 22.383 3277 3284 3293 rBV = 228156 412062 36.67%
35 22.712 3336 3340 3342 rBV5 9304 13815 1.23%

oON UV AW
=
S
~N
3R

36 23.065 3392 3400 3413 rVB 182414 358116 31.87% 2.590%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe61423\
Data File : BG®57708.D

Acqg On : 14 Jun 2023 15:08
Operator : CG/JU

Sample : 03141-02

Misc :

ALS vial : 9 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_ G\Methods\8270-BG061323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 23.253 3426 3432 3439 rBV 62935 119940 10.67% 0.868%
38 23.864 3528 3536 3554 rVB 194983 480480 42.76% 3.476%
39 24.728 3674 3683 3691 rBV 249973 684282 60.90% 4.950%
40 24.804 3691 3696 3708 rVB 112463 276534 24.61% 2.000%
41 25.409 3792 3799 3807 rBV 12983 36966 3.29% 0.267%
42 25.626 3828 3836 3843 rBV5S 12923 35607 3.17% 0.258%
43 25.926 3878 3887 3898 rBV2 99107 291210 25.92% 2.106%
44 26.038 3901 3906 3916 rVB8 23064 64504 5.74% 0.467%
45 26.473 3970 3980 3993 rBVS8 86797 274981 24.47% 1.989%
46 26.913 4049 4055 4060 rBV9 19848 53672 4.78% 0.388%
47 27.001 4062 4070 4080 rVB6 66768 212509 18.91% 1.537%
48 27.272 4106 4116 4127 rBvV4 51519 181495 16.15% 1.313%
49 28.899 4379 4393 4407 rBV4 53198 244582 21.77% 1.769%
50 29.998 4565 4580 4590 rBV4 67699 347723 30.95% 2.515%
51 30.115 4593 4600 4615 rVB4 51699 218729 19.47% 1.582%
52 30.527 4665 4670 4672 rBV6 11679 18436 1.64% 0.133%
53 30.838 4713 4723 4724 rBV8 30479 74123 6.60% 0.536%
54 31.473 4823 4831 4843 rBV8 14617 59271 5.27% 0.429%
55 32.471 4994 5001 5004 rBV8 8194 21464 1.91% 0.155%
Sum of corrected areas: 13824667
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BGO57708.D

Acqg On : 14 Jun 2023 15:08
Operator : CG/JU

Sample : 03141-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG057708.D\data.ms
800000
700000
600000

500000
5.509 7.095

400000

300000
9.099 10.744

200000 7.935

123

100000
JL 4.134 5.045

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG057708.D\data.ms

o

19.927
800000

700000

13.194
600000

500000 16.055
17.313 21.567

400000 14.569

21.238 59 778

300000 22383

200000

100000 15.926 18.206 7
i aor | iesmaeddiioes 2

i O R o e L et e A
Time-> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG057708.D\data.ms

800000
700000
600000
500000
400000

300000 24.728
23.065 23.864

200000
25.926 26.473 238985

091575
25.26%260.038 913 30539838 31473

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

100000{ #3:253
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BGO57708.D

Acqg On : 14 Jun 2023 15:08
Operator : CG/JU

Sample : 03141-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 7
R.T. EstConc Area Relative to ISTD R.T.
3.123 9.68 ng 125069 1,4-Dichlorobenzene-d4 7.935

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 33
4 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 16
Abundance Scan 6 (3.123 min): BG057708.D\data.ms (-3) (-) m/z 73.00 100.00%
5000 43.0 /L
87.0 \\\‘\\\\‘\\\\‘\\\\‘\\\\’\
‘ 90 3.203.303.403.50
Ot b e m/z 43.00 44.62%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L LR B R R R B
43.0 3.203.303.403.50
' 87.0 m/z 55.00 30.90%
29.0
M‘ I ‘\‘ ‘ LQO ‘ |
0 \‘H\\‘HH‘!\!\‘\!\‘!“HH‘\H\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 AN S
3.203.303.403.50
5000 41.0 55.0 m/z 87.00 24.98%
27.0
0 ‘ ‘ | ‘\ I | ‘ i I 112.0 129.0
e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4950: Silane, ethyltrimethyl- R R RmamEEE RS
73.0 3.203.303.403.50
m/z 41.00 13.70%
5000 59.0
87.0
43.0
0 29\‘0 \M il ‘\ | 10\20
e e e e e e PR RA A Rt
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 3.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BGO57708.D

Acqg On : 14 Jun 2023 15:08
Operator : CG/JU

Sample : 03141-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 Benzophenone Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.926 4.47 ng 123466  Acenaphthene-di10 14.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 95
2 Azobenzene 182 C12H1ON2 000103-33-3 59
3 Azobenzene, (E)- 182 C12H16N2 017082-12-1 59
4 Pentafluoroethyl phenyl ketone 224 C9H5F50 000394-52-5 47
5 1-Propanone, 3-chloro-1-phenyl- 168 C9H9C1O0 000936-59-4 47
Abundance Scan 2185 (15.926 min): BG057708.D\data.ms (-2179) (- | m/z 105.00 100.00%
105.0
77.0
5000 182.0
51.0
o
16.00
152.0
b il e 2280 T m/z 77.00  65.07%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 LN
16.00
510 m/z 182.00  48.70%
0 27.0 I 126.0 152.0
‘\\\\“\\\\‘\\\”\‘\\\\‘\\\\’\\\\‘\\}‘\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56777: Azobenzene
717.0
e
182.0 16.00
5000 m/z 51.00 31.64%
51.0 105.0
0270 ‘ 128.0 15ﬁ'° \
L L e R s
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56778: Azobenzene, (E)- ey
77.0 16.00
m/z 50.00 8.88%
5000
51.0 182.0
o270 | 1050 1280 1520 |
R e A Emam ma e e
m/z--> 20 40 60 80 100 120 140 160 180 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BGO57708.D

Acqg On : 14 Jun 2023 15:08
Operator : CG/JU

Sample : 03141-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 n-Hexadecanoic acid Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
18.206 2.94 ng 97785  Phenanthrene-d1e 17.313
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Tetradecanoic acid 228 C14H2802 000544-63-8 80
3 Pentadecanoic acid 242 C15H3002 001002-84-2 78
4 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 11
5 Carbonic acid, undecyl vinyl ester 242 C14H2603 1000382-54-9 11

Abundance Scan 2573 (18.206 min): BG057708.D\data.ms (-2568) (- | m/z 60.00 100.00%
60.0

5000
87.0 129.0
. 213.1 T 1
‘ 157.0185.0 256.1 18.00 18.50
N m/z 73.60  93.89%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T pu
18.00 18.50
m/z 55.00 93.65%

: 157.01g85213.0  256.0 . .
0,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109281: Tetradecanoic acid
73.0
\

bdi ; ;
43.0 18.00 18.50
5000 m/z 57.00 90.33%

129.0
185.0 228.0
Lo | asro
miz--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance : ic aci : : —

o

3+

126199: Pentadecanoic acid :
43.0 73.0 18.00 18.50

m/z 43.00 88.79%

5000 129.0
199.0
gy wo 1L ]
150‘ ‘ I ‘ i \H iy ‘ | ‘ ‘ |

O‘H‘wHJwNNH“H‘WH‘wu‘wu‘wu‘wu‘wu‘wu‘wu‘w‘ —— ——
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BGO57708.D

Acqg On : 14 Jun 2023 15:08
Operator : CG/JU

Sample : 03141-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 2-((8Z,11Z)-Heptadeca-8,11-... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
19.663 2.92 ng 94668  Chrysene-d12 21.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-((82,11Z)-Heptadeca-8,11-dien-... 302 C21H340 148675-93-8 97
2 Methyl ethyl cyclopentene 110 C8H14 019780-56-4 53
3 Cyclopentaneethanol, 2-(hydroxym... 172 C10H2002 000485-42-7 50
4 Cyclohexene, 3-ethyl- 110 C8H14 002808-71-1 50
5 Cyclohexene, 1-ethyl- 110 C8H14 001453-24-3 50

Abundance Scan 2821 (19.663 min): BG057708.D\data.ms (-2818) (- | m/z 81.00 100.00%

81.0
5000
41.0

[
h ‘ M“h 121.0 19.50 20.00

231.2
— T LA bk, % “1“1‘19‘3 QT EB  wz e7.00 45.52%

miz--> 100 150 200 250 300
Abundance #202448. 2-((82,112)-Heptadeca-8,11-dien-1-yl)furan
81.0

o

5000 T —
19.50 20.00
121.0 %
41.0 1o 2310 302.( m/z 95.00 35.57
oL—— \“ ‘h . \\H‘ ‘ L | . \u ‘M\ b ]1‘99 9“ “ , ‘ 26% 0 “\ ,
m/z--> 100 150 200 250 300
Abundance #6734: Methyl ethyl cyclopentene
81.0
— e
19.50 20.00
5000 m/z 41.00 35.14%

o

39.0
MMMmm_ww‘W_
miz-> 100 150 200 250 300

Abundance #47201: Cyclopentaneethanol 2-(hydroxymethyl)-.beta.,3 —— ——

81.0 19.50 20.00
31.0 m/z 94.00 34.57%
123.0
5000 k
o gk N LSS
m/z--> 50 100 150 200 250 300 19.50 20.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061423\

BGO57708.D
: 14 Jun 2023 15:08
: CG/JU
: 03141-02
: 9 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 5 Tetracosane Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
20.244 3.42 ng 110719  Chrysene-di12 21.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Tridecane, 1-iodo- 310 C13H27I ©35599-77-0 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 80

Abundance Scan 2920 (20.245 min): BG057708.D\data.ms (-2916) (- | m/z 57.00 100.00%

57.0
5000

e
9.1 20.00 20.50
oLk J‘w“ 4 ‘*“1»1}‘1‘1\?‘3;1_ N m/z 43.60  64.22%
miz--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
5000 S —
20.00 20.50

m/z 71.05 53.27%

9.0
| L ‘ || 141.0183.02250267.0 3380
\\‘\\\T‘\\\\‘f\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #211086: Tridecane, 1-iodo-
57.0

S
20.00 20.50

o

5000 ITI/Z 85.00 40.69%
9.0 183.0
RS R B
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane T =
57.0 20.00 20.50
m/z 55.00 22.69%
5000
9.0
oLl 11| 141.0183.0225.0 281.0 337.0 394.
A A I e e R E et — —
m/z--> 50 100 150 200 250 300 350 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BGO57708.D

Acqg On : 14 Jun 2023 15:08
Operator : CG/JU

Sample : 03141-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 Tridecane, 1-iodo- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
20.738 6.39 ng 206869  Chrysene-di2 21.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 1-iodo- 310 C13H271 035599-77-0 86
2 Tetradecane, 1-iodo- 324 C14H291I 019218-94-1 86
3 Eicosane 282 C20H42 000112-95-8 83
4 Heptacosane 380 C27H56 000593-49-7 81
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 72
Abundance Scan 3004 (20.738 min): BG057708.D\data.ms (-2998) (- | m/z 57.00 100.00%
57.0
5000 \
. =
“ 99.0 411 1831 20.50 21.00
ol bbby 2411 1831 2252 2669 m/z 43.00 57.44%
miz--> 50 100 150 200 250 300
Abundance #211086: Tridecane, 1-iodo-
57.0
5000 . ==
20.50 21.00
m/z 71.00 54.53%
‘ 99.0 183.0
OZ\GLD‘\“‘”‘\ ““ \“‘\ “’ \‘ T %4\‘1‘0‘\ T \‘\ LA N B B \3‘1\0'
miz-> 50 100 150 200 250 300
Abundance #228591: Tetradecane, 1-iodo-
57.0
—r =
20.50 21.00
5000 m/z 85.00 39.51%
99.0
155.0 197.0
2T e
miz--> 50 100 150 200 250 300
Abundance #176386: Eicosane P =
57.0 20.50 21.00
m/z 41.00 21.15%
5000
99.0
J260, | | *%° 1410 1830 2250 2820
el e T — — T
m/z--> 50 100 150 200 250 300 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BGO57708.D

Acqg On : 14 Jun 2023 15:08
Operator : CG/JU

Sample : 03141-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 Hentriacontane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.238 13.99 ng 452786  Chrysene-d12 21.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1010309-18-1 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 90
5 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 90

Abundance Scan 3089 (21.238 min): BG057708.D\data.ms (-3083) (- | m/z 57.00 100.00%

57.0
5000

—
131 2100 2150
0 “‘ u“‘j‘ L7090 2251 2810 ' m/z 43.00 60.98%

m/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane
57.0

5000

m/z 71.00 50.73%

13.0
O T “h“ \“‘hj‘i \h‘ \"\ ‘i‘ ‘]J\B?\P\ “‘2\‘2\‘5\.\0" T \3?\9\0\ \3"6\5\9\ T \4(3\7\;
m/z--> 50 100 150 200 250 300 350 400
Abundance #241461: Sulfurous acid, butyl tetradecyl ester
57.0

5000 m/z 85.00 37.07%
13.0 197.0
ol uw“m‘w‘m [T S —
m/z--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane e ==
57.0 21.00 21.50

m/z 55.00  29.25%

) LJL
13.0
\‘L‘ h |17, 169.0 2250 2950 367.0

O e e e ‘

T
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BGO57708.D

Acqg On : 14 Jun 2023 15:08
Operator : CG/JU

Sample : 03141-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 Octacosane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.778 21.98 ng 711601  Chrysene-di12 21.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Pentacosane 352 (C25H52 000629-99-2 90
4 Hexadecane 226 C16H34 000544-76-3 87
5 Pentadecane 212 C15H32 000629-62-9 87
Abundance Scan 3181 (21.778 min): BG057708.D\data.ms (-3170) (- | m/z 57.00 100.00%
57.0
5000 L
== =
‘ \ 1.11832 231.1273. 2150 2200
o‘HJ_““H‘M‘\wu bR VI m/z 43.00 59.06%
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 e —
21.50 22.00
m/z 71.00 50.13%
ol el H | 141 0183.0225.0 281.0 337.0 394.
\\\\‘ \\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
= =
21.50 22.00
5000 m/z 85.00 38.83%
‘ 9.0
41.0
50|11 030250 2060
m/z--> 0 100 150 200 250 300 350
Abundance #262011: Pentacosane S =
57.0 21.50 22.00
m/z 55.00 22.69%
5000
9.0
e “““ “““‘H““““H““‘ —— ——
m/z--> 50 100 150 200 250 300 350 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BGO57708.D

Acqg On : 14 Jun 2023 15:08
Operator : CG/JU

Sample : 03141-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.383 12.73 ng 412062  Chrysene-d12 21.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Tetracosane 338 (C24H50 000646-31-1 91
3 Nonadecane 268 C19H40 000629-92-5 87
4 Hexadecane 226 C16H34 000544-76-3 87
5 Pentadecane 212 C15H32 000629-62-9 87
Abundance Scan 3284 (22.383 min): BG057708.D\data.ms (-3277) (- | m/z 57.00 100.00%
57.0
5000 NVNM,/\RMW¥IAV
9.1 22,00 22.50
ol “m by 34t 2069 25312081 0 4300 57.73%
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 = T
22.00 22.50
9.0 m/z 71.00 52.29%
ol Ll 1) 1420 183.0 2250 267.0 309.0367.
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
== e
22.00 22.50
5000 m/z 85.05 40.16%
9.0
0 \‘ I ‘“\ ‘h\ h‘ | :‘I\.4\19 1‘830 225.0 267.0 338.0
A s T e
m/z--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane = =
57.0 22.00 22.50
m/z 55.00 24.08%
5000
9.0
0 T ‘\ b 14;"0 183.0 268.0
T T L B T e A AR B — ——
m/z--> 50 100 150 200 250 300 350 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BGO57708.D

Acqg On : 14 Jun 2023 15:08
Operator : CG/JU

Sample : 03141-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 5
R.T. EstConc Area Relative to ISTD R.T.
23.065 11.06 ng 358116 Chrysene-d12 21.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Heptacosane 380 C27H56 000593-49-7 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Heneicosane 296 C21H44 000629-94-7 87
5 Octacosane 394 C28H58 000630-02-4 81
Abundance Scan 3400 (23.065 min): BG057708.D\data.ms (-3392) (- | m/z 57.00 100.00%
57.0
23.00 |
141 0 .
ol ““‘h“‘h‘ I, “ 1177718332252 2820 m/z 43.00 53.96%
mfz--> 100 150 200 250 300 350
Abundance #107218: Hexadecane
57.0
5000 . :
23.00
m/z 71.00 52.28%
o ‘\ ‘ | | %9‘0‘ 141.0 183.0 226.0
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\
miz-> 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
T [
23.00
5000 m/z 85.05 38.19%
ol L |y F | 141.0183.0225.0267.0 323.0 380.l
A A T T e e
m/z--> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane T ‘
57.0 23.00
m/z 55.00 20.68%
5000
9.0
o L] L ‘\ | 141.09183.0225.0 267.0 309.0 352.0
“““ L e R —
m/z--> 50 100 150 200 250 300 350 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BGO57708.D

Acqg On : 14 Jun 2023 15:08
Operator : CG/JU

Sample : 03141-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 Supraene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
23.253 3.51 ng 119940  Perylene-di2 24.733
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 90
2 1-(Phenylthio)-3,7,11-trimethyl-... 314 C21H30S 028413-57-2 78
3 1,5,9-Decatriene, 2,3,5,8-tetram... 192 C14H24 230646-72-7 72
4 3,7,11-Trimethyl-2,6,10-dodecatr... 217 C15H23N 029789-67-1 72
5 Furan, 3-(4,8-dimethyl-3,7-nonad... 218 C15H220 023262-34-2 64

Abundance Scan 3432 (23.253 min): BG057708.D\data.ms (-3426) (- | m/z 69.00 100.00%

69.0
5000

L
137.0 23.00 23.50

207.
floadl . 2070 2671 3412y 81.08  49.59%

m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0

5000 i -
23.00 23.50

m/z 41.00 25.03%

137.0
o270 4 1 |, 1010 2730 3410 410
\\\‘\\\‘\\\\‘\\\\‘\\\\‘T\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #217719: 1-(Phenylthio)-3,7,11-trimethyl-2,6,10-dodecatr
69.0

T
23.00 23.50

o

5000 m/z 95.00 14 .59%
137.0
‘ 204.0 314.0
OZZ(WNW\MM\“MW‘\J‘hJH”‘?4?9““J;“““““
m/z--> 50 100 150 200 250 300 350 400
Abundance #66993: 1,5,9-Decatriene, 2,3,5,8-tetramethyl- — ——
69.0 23.00 23.50

m/z 66.95 11.30%

5000
b7, 137.0

ol 1“ A ‘\H\ \H H M \“

m/z--> 50 100 150 200 250 300 350 400 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BGO57708.D

Acqg On : 14 Jun 2023 15:08
Operator : CG/JU

Sample : 03141-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 Heneicosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.864 14.04 ng 480480  Perylene-di12 24.733
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Octacosane 394 (C28H58 000630-02-4 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Eicosane, 7-hexyl- 366 C26H54 ©55333-99-8 90
Abundance Scan 3536 (23.864 min): BG057708.D\data.ms (-3528) (- | m/z 57.00 100.00%
57.0
= =
‘ 9| 0 4111832 23.50 24.00
ol i iy 3411832 230228203268 m/z 43.00  56.96%
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 = e
23.50 24.00
m/z 71.00 55.18%
Ol\ \d\ ‘ H‘ \h‘\ h“ \“‘ \]T\4“1‘(‘)\J?8\3\0‘2\2\5\(\)‘ T \?9\6‘\0\ T ‘ T T
miz--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
e =
23.50 24.00
5000 m/z 85.00 43.49%
o] ‘h‘ 190130250 2950 3520
e A A e
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane T I
57.0 23.50 24.00
m/z 55.00 22.04%
B ‘V\L
ol L H | 141 9;83 0225.0 281.0 337.0 394.
e “‘ A T e — ——
m/z--> 50 100 150 200 250 300 350 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BGO57708.D

Acqg On : 14 Jun 2023 15:08
Operator : CG/JU

Sample : 03141-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 Heptacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
24.804 8.08 ng 276534  Perylene-di2 24.733
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 90
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 90
Abundance Scan 3696 (24.804 min): BG057708.D\data.ms (-3691) (- | m/z 57.00 100.00%
57.0
9.0 — o~
24.50 25.00
141 O 183 1
ol H ‘Juhw“ LTa8e @2l w/z 43.00  58.41%
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 — .
24.50 25.00
m/z 71.05 57.48%
ol ‘ Ly ‘\ ) 1‘410183022502670 323.0 380.(
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #261136: Hexadecane, 1-iodo-
57.0
. R
24.50 25.00
5000 m/z 85.05 42 .75%
‘ 1550  225.0
0k40 | Hm_mm"_‘\\H_Z?‘l-‘qw,w
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane - T
57.0 24.50 25.00
m/z 55.00 20.45%
5000
9.0
oL L Ll |, 141018302250267.0  338.0
L e e e o B LA A B e B — —
m/z--> 50 100 150 200 250 300 350 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BGO57708.D

Acqg On : 14 Jun 2023 15:08
Operator : CG/JU

Sample : 03141-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
25.926 8.51 ng 291210  Perylene-di2 24.733
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Octacosane 394 (C28H58 000630-02-4 91
3 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
Abundance Scan 3887 (25.926 min): BG057708.D\data.ms (-3878) (- | m/z 57.00 100.00%
57.0
9.0 ool
26.00
141.1
ol ‘L "“ H ““ L350 A831 28922819 | 3591 y/; 43.e0  61.72%
miz--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
5000 IR
26.00
m/z 71.00 55.45%
9.0
0 \‘ “ ‘H\ I M‘ | ]‘\'4;(\) 1‘8302250 282.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
——
26.00
5000 m/z 85.00 44.72%
9.0
oL, L1 ;141.0183.0225.0 281.0 337.0 394.
B o o R EL e e S
m/z--> 50 100 150 200 250 300 350
Abundance #275543: Eicosane, 7-hexyl- T
57.0 26.00
m/z 55.00 21.46%
5000
20 182.0
ol Lyl 14018200050 2810350 L
m/z--> 50 100 150 200 250 300 350 26.00

8270-BG061323.M Thu Jun 15 10:17:30 2023 Page: 17



Data Path :
Data File :
: 14 Jun 2023 15:08
: CG/JU

: 03141-02

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061423\
BGO57708.D

: 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 15 Cholestan-3-ol Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
26.473  s.04ng 274981 Perylene-di2 24.733
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cholestan-3-0l 388 C27HASO 027409-41-2 70

1000514-95-7 70
033157-47-0 60
000570-74-1 43
1000138-92-2 30

2 5.beta.-Cholestan-3.alpha.-o0l, 2... 458 C31H5402
3 5.beta.-Cholestan-3.alpha.-o0l, a... 430 C29H5002
4 Cholest-5-ene 370 C27H46

5 Cyclopent[e]-1,3-oxazine, octahy... 216 C13H16N20

Abundance Scan 3980 (26.473 min): BG057708.D\data.ms (-3970) (- | m/z 215.10 100.00%
43.0 215.1
5000 149.1
3733 Y. TR
|l )
Y } | ML miz 43.e8 99.85%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #294347: Cholestan-3-ol
43.0
5000 U
26.50
m/z 55.00 84.77%
‘ T} ‘ 0215.0 388.0
O TTT \‘\‘\\“‘h#”hi\m‘\““ A‘\\f‘\}“\ ‘““‘2‘§§‘0‘“““\“““““‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #328510: 5.beta.-Cholestan-3.alpha.-ol, 2-methylpropion
43.0
215.0 ]
26.50
5000 ITI/Z 95.00 74.17%
oLt
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #318363: 5.beta.-Cholestan-3.alpha.-ol, acetate —
43.0 26.50
215.0 m/z 93.00  69.86%
370.0
5000 95.0
147.0
3160
ol ‘ | ‘u\‘ L ‘\ M \” Lt \. | ‘2‘6‘3‘ Ot | 4300 L
m/z--> 50 100 150 200 250 300 350 400 450 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BGO57708.D

Acqg On : 14 Jun 2023 15:08
Operator : CG/JU

Sample : 03141-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 Cholestan-3-one Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
27.001 6.21 ng 212509  Perylene-di2 24.733
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cholestan-3-one 386 C27H460 015600-08-5 90
2 Cholestan-3-one, (5.beta.)- 386 C27H460 000601-53-6 46
3 Cholestan-2-one 386 C27H460 1010210-43-4 41
4 Cholestan-3-one, (5.alpha.)- 386 C27H460 000566-88-1 38
5 Cholestane, 14-methyl- 386 C28H50 052474-84-7 27

Abundance Scan 4070 (27.001 min): BG057708.D\data.ms (-4062) (- | m/z 55.00 100.00%

55.0 231.1
109.0 162.0
5000 316.3
386.2 T T |
2731 21.00
ol L c‘ m/z 231.05 84.09%
m/z--> 50 100 150 200 250 300 350
Abundance #292886: Cholestan-3-one
43.0 231.0
81.0 122.0
5000 386( MMM T T 1 T T ”\/\M \A \r\m T A‘
27.00
163.0 m/z 43.00 80.47%
300.0 342.0
0
miz--> 50 100 150 200 250 300 350
Abundance #292901: Cholestan-3-one, (5.beta.)-
43.0
T \

27.00
5000 ITI/Z 41.00 72.90%
23.0161.0
316.0
ol “‘m‘ ol \N\‘m\‘ dp b ‘2‘7‘3‘0‘ e
mlz--> 50 100 150 200 250 300 350
Abundance #292880: Cholestan-2-one T |
231.0 27.00
m/z 81.00 71.44%
386.(
5000743.0
81.0
21.0 1630
Al ) 230 3280 |
0! Ll by b et MR B —
m/z--> 50 100 150 200 250 300 350 27.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BGO57708.D

Acqg On : 14 Jun 2023 15:08
Operator : CG/JU

Sample : 03141-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 Tetradecane, 1l-iodo- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
27.272 5.30 ng 181495 Perylene-di2 24.733
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heptacosane 380 C27H56 000593-49-7 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 4116 (27.272 min): BG057708.D\data.ms (-4106) (- | m/z 57.00 100.00%
57.0
o wJ\v\
—— —
%1 a0 27.00 27.50
o“wu‘ﬂuwﬂ‘mwuuu%§§%‘““‘3929““““‘ m/z 71.00 56.80%
miz--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
5000 B ik
27.00 27.50
m/z 43.00 55.23%
9.0
0 \‘ ‘ H\ I M‘ | 141 0183 0225.0 282.0
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
—— —
27.00 27.50
5000 m/z 85.00 40.89%
oLl L \ | % ‘1410183022502670 323.0 380.0
— L e e e e E
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane T —
57.0 27.00 27.50
m/z 55.00 20.30%
- MM
oLl L H | 141 0183.0225.0 281.0 337.0 394.
e ““““““““““‘““““““ —— —
m/z--> 50 100 150 200 250 300 350 27.00 27.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BGO57708.D

Acqg On : 14 Jun 2023 15:08
Operator : CG/JU

Sample : 03141-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 Pentadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
28.899 7.15 ng 244582  Perylene-di2 24.733
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 94
2 Eicosane 282 C20H42 000112-95-8 90
3 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 4393 (28 899 min): BG057708.D\data.ms (-4379) (- | m/z 57.00 100.00%
57.0
99.0 28.50 29,00
L, 2410 18312131 2711 ; :
oL | s ‘h!h \‘uw‘um mmmn’\m PSS sl m/z 43.00 57.09%
miz--> 50 100 150 200 250
Abundance #90189: Pentadecane
57.0
5000 — —
28.50 29.00
m/z 71.00 52.10%
27.0‘ 99.0
0 \“\ ‘\“‘H‘\ ‘!‘ \“‘\ ““ \“\‘]\_4\1’0\ ]\-8\2\0‘21\2\0\ L
miz--> 50 100 150 200 250
Abundance #176386: Eicosane
57.0
— —
28.50 29.00
5000 m/z 85.10 39.79%
99.0
oL 210 110 1410 1830 2250 22
] by At
m/iz--> 50 100 150 200 250
Abundance #206617: Sulfurous acid, butyl dodecy! ester — —
57.0 28.50 29.00
m/z 55.00 26.59%
5000 WM/W
o710 || %0 w00 g
el R — ——
m/z--> 50 100 150 200 250 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BGO57708.D

Acqg On : 14 Jun 2023 15:08

Operator : CG/JU

Sample : 03141-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 unknown29.998 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
29.998 10.16 ng 347723  Perylene-d12 24.733
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 27
2 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 25
3 Boscartol F 300 C20H2802 1486443-17-7 25
4 Pregn-5-en-3-0l, 21-bromo-20-met... 394 C22H35BrO 055103-80-5 16
5 5.alpha.Androst-16-0l1, 17-ethyli... 414 C27H4203 1000124-58-6 14

Abundance Scan 4580 (29.998 min): BG057708.D\data.ms (-4565) (- | m/z 43.00 100.00%
43.0
107.0
5000
——
‘ 30.00
0 HJUM m/z 55.080 77.09%
miz--> 50 100 150 200 250 300 350 400
Abundance #310609: Cholest-5-ene, 3-ethoxy-, (3.beta.)-
43.0
5000 T
368.0 30.00
5.0 9
145.0 a4 m/z 57.00 61.11%
| Hl Lik), 2130 2750 | ‘\ N
Ot ““\ T T \H!“”\“\w“ ‘\M — “‘ \h\ f \“‘\ ey “ i ““\ S T =
m/z--> 50 100 150 200 250 300 350 400
Abundance #327918: .beta.-Sitosterol acetate
43.0
——
396.0 30.00
5000 ITI/Z 107 .00 58.99%
ot
m/z--> 50 100 150 200 250 300 350 400
Abundance #199984: Boscartol F —
43.0 91.0 30.00
m/z 41.00 57.24%
5000 159.0 MW/\MNM
211.0
ok ‘\“ ‘ “‘1‘“‘“\“““‘\ ‘M‘h \‘“Iw‘n‘ | %?Z?‘ R e ST —
m/z--> 50 100 150 200 250 300 350 400 30.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BGO57708.D

Acqg On : 14 Jun 2023 15:08
Operator : CG/JU

Sample : 03141-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 unknown30.115 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
30.115 6.39 ng 218729  Perylene-di2 24.733
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Germacrene D 204 C15H24 023986-74-5 40
2 Ethanone, 1-[(3R,3aR,7R,8aS)-2,3... 246 C17H260 ©32388-55-9 30
3 Isonipecotic acid, N-(4-butylben... 345 C21H31NO3 1000361-13-0 27
4 Isonipecotic acid, N-(4-butylben... 345 C21H31NO3 1000361-12-9 27
5 .beta.-GURJUNENE 204 C15H24 1000425-17-9 25
Abundance Scan 4600 (30.115 min): BG057708.D\data.ms (-4593) (- | m/z 57.00 100.00%
p1.0 231.1
109.0 161.1
344.2
5000
414.. L — [ -
| 1T Y
ob——t 1LY R HE R m/z 43.00  99.55%
miz--> 50 100 150 200 250 300 350 400
Abundance #80119: Germacrene D
161.0
5000 j i R
30.00 30.50
93.0 m/z 231.10  84.35%
O \ \\\?F.(\)\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #131038: Ethanone, 1-[(3R,3aR,7R,8aS)-2,3,4,7,8,8a-he
43.0
161.0
30.00 30.50
5000 m/z 55.00 77 .34%
105. 231.0
oL, ‘\‘\ “‘\ i H\“\ ‘ H“L\‘ " “‘\‘ I -
m/z--> 50 100 150 200 250 300 350 400
Abundance #254475: Isonipecotic acid, N-(4-butylbenzoyl)-, butyl est —— —
161.0 344.0 30.00 30.50
' m/z 161.05 75.45%
5000
91.0 288.0
N O N T N O PV s
m/z--> 50 100 150 200 250 300 350 400 30.00 30.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe61423\
Data File : BG®57708.D

Acqg On : 14 Jun 2023 15:08
Operator : CG/JU

Sample : 03141-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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... 3.123 9.7 ng 125669 1  7.935 258347 20.0
Benzophenone 15.926 4.5 ng 123466 3 14.569 552245 20.0
n-Hexadecanoic ... 18.206 2.9 ng 97785 4 17.313 665368 20.0
2-((8Z,11Z)-Hep... 19.663 2.9 ng 94668 5 21.567 647432 20.0
Tetracosane 20.244 3.4 ng 110719 5 21.567 647432 20.0
Tridecane, 1-iodo- 20.738 6.4 ng 206869 5 21.567 647432 20.0
Hentriacontane 21.238 14.0 ng 452786 5 21.567 647432 20.0
Octacosane 21.778 22.0 ng 711601 5 21.567 647432 20.0
Hexacosane 22.383 12.7 ng 412062 5 21.567 647432 20.0
Hexadecane 23.065 11.1 ng 358116 5 21.567 647432 20.0
Supraene 23.253 3.5 ng 119940 6 24.733 684282 20.0
Heneicosane 23.864 14.0 ng 480480 6 24.733 684282 20.0
Heptacosane 24.804 8.1 ng 276534 6 24.733 684282 20.0
Eicosane 25.926 8.5 ng 291210 6 24.733 684282 20.0
Cholestan-3-ol 26.473 8.0 ng 274981 6 24.733 684282 20.0
Cholestan-3-one 27.001 6.2 ng 212509 6 24.733 684282 20.0
Tetradecane, 1-... 27.272 5.3 ng 181495 6 24.733 684282 20.0
Pentadecane 28.899 7.2 ng 244582 6 24.733 684282 20.0
unknown29.998 29.998 10.2 ng 347723 6 24.733 684282 20.0
unknown30.115 30.115 6.4 ng 218729 6 24.733 684282 20.0
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