LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112221\
Data File : BGO51168.D

Acqg On : 22 Nov 2021 13:08
Operator : CG/JU

Sample : M4768-02

Misc :

ALS vial : 5 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-BG111921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO51168.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.743 377 384 391 rBV 353624 580571 7.61% 2.069%
2 7.359 650 659 671 rBvV 271594 501499 6.58% 1.787%
3 8.205 796 803 809 rBV 96108 165516 2.17%  ©.590%
4 9.386 996 1004 1014 rVB 386383 722468 9.47%  2.575%
5 11.031 1275 1284 1289 rBV 131602 256687 3.37% 0.915%
6 11.490 1356 1362 1369 rBV 61292 113756 1.49% 0.405%
7 11.607 1375 1382 1391 rBV 61929 110884 1.45% 0.395%
8 13.299 1665 1670 1681 rVB 61089 104357 1.37% 0.372%
9 13.458 1686 1697 1704 rBV 1024073 1631699 21.40% 5.815%
10 14.557 1877 1884 1893 rVB 46157 79033 1.04% 0.282%
11 14.839 1925 1932 1938 rBV 244395 427909 5.61% 1.525%
12 14.897 1938 1942 1950 rVB2 54716 97793 1.28% 0.349%
13 15.450 2029 2036 2044 rBV5 56898 124792 1.64% 0.445%
14 15.532 2044 2050 2055 rBV 125175 194276  2.55% 0.692%
15 15.879 2103 2109 2115 rVV2 69480 130431 1.71% 0.465%

16 16.008 2126 2131 2140 rVB 79924 152435 2.00% ©
17 16.196 2156 2163 2175 rVV7 45112 170155 2.23% ©
18 16.331 2176 2186 2196 rVB 880973 1467127 19.24%  5.229%
19 16.866 2269 2277 2283 rBV3 26025 89228 1.17% o
20 16.936 2285 2289 2299 rVVv3 54928 135679 1.78% ©

21 17.588 2394 2400 2411 rVB 314290 570001 7 2
22 17.788 2429 2434 2441 rVB 60152 108541 1 0
23 18.217 2503 2507 2516 rVB2 48931 84237 1.10% ©.300%
24 18.810 2595 2608 2620 rBV 694507 2808380 36. 0
25 18.969 2621 2635 2644 rVV 979035 3426101 44.93% 12

26 19.104 2644 2658 2666 rVB 2774163 7625224 100.00% 27.175%

27 19.233 2671 2680 2691 rVB 262426 669674 8.78%  2.387%
28 19.950 2797 2802 2807 rVB2 87093 153431 2.01% ©.547%
29 20.179 2835 2841 2851 rVB 1379398 1861636 24.41% 6.635%
30 20.755 2933 2939 2945 rVB 147558 251488 3.30% ©.896%
31 21.566 3070 3077 3084 rVB3 168320 373965 4.90% 1.333%
32 21.889 3126 3132 3140 rVB 274271 485550  6.37% 1.730%
33 22.471 3224 3231 3241 rVB2 168708 391291 5.13% 1.394%
34 23.393 3382 3388 3399 rVB2 78419 157901 2.07% ©.563%
35 23.523 3402 3410 3420 rVB2 133575 372609 4.89% 1.328%

36 24.756 3612 3620 3633 rVB3 119966 392611 5.15%  1.399%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112221\
Data File : BGO51168.D

Acqg On : 22 Nov 2021 13:08
Operator : CG/JU

Sample : M4768-02

Misc

ALS vial : 5 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-BG111921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 25.291 3703 3711 3724 rVB2 161231 495946  6.50% 1.767%
38 26.231 3862 3871 3885 rVB3 84216 316721 4.15% 1.129%
39 28.011 4164 4174 4189 rVB6 57143 258191 3.39% 0.920%

Sum of corrected areas: 28059793
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112221\
Data File : BG@51168.D

Acqg On : 22 Nov 2021 13:08
Operator : CG/JU

Sample : M4768-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG051168.D\data.ms

2500000
2000000
1500000
1000000

500000 5.743 9.386

7.359
8.205 11.031

112807
0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\/\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘/\\\\\‘\\\\‘\\\\‘\\
Time--> 350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG051168.D\data.ms

19.104

2500000

2000000

1500000 20.179

13.458
1000000

500000 21.889

20.755 21.566

22.471

e e

Time--> 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: BG051168.D\data.ms

2500000
2000000
1500000
1000000

500000

22323 24.756 25291 26.231 28.011

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112221\
Data File : BG@51168.D

Acqg On : 22 Nov 2021 13:08
Operator : CG/JU

Sample : M4768-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111921.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.4% s.86ng 113756  Naphthalene-ds 11.031
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 ClIH14 003877-19-8 95

2 Naphth[1,2-b]oxirene, 1a,2,3,7b-... 146 C1@H100
3 2(1H)-Naphthalenone, 3,4-dihydro- 146 C1@H100

4 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12
5 2-Methylbenzyl cyanide 131 C9HSN
Abundance Scan 1362 (11.490 min): BG051168.D\data.ms (-1356) (-

104.0
5000 146.1
0 78.0 ‘ 128r
0 ‘H‘H‘“‘H‘H‘HH“‘_JM“ “ [
miz-> 20 40 60 8 100 120 140
Abundance  #25039: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104.0
5000 146.0
39.0 78.0 128}
O \\\‘\\\\“‘\\‘\S\S}Q“\\\H‘\\}\““ H‘ \‘H\\‘\H\\\
miz-> 20 40 60 8 100 120 140

Abundance  #24966: Naphth[1,2-bJoxirene, 1a,2,3,7b-tetrahydro-
104.0

5000 146.0

39.0 580 780

002461-34-9 70
000530-93-8 68
000119-64-2 50
022364-68-7 43

m/z 104.00 100.00%

2\

S A
11.50
m/z 146.05 41.06%

11.50
m/z 91.00  31.82%

AL

11.50
m/z 131.00 20.19%

N

o) “‘ el ol ol “1“‘1‘2%10‘ -
miz--> 20 60 80 100 120 140
Abundance #24947: 2(1H)-Naphthalenone, 3,4-dihydro-
104.0 1150
m/z 115.00 18.52%
146.0
5000
78.0
39.0
ol 250  TIT 2% L Jhise0 PRVRAAPE
m/z--> 20 40 60 80 100 120 140 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112221\
Data File : BG@51168.D

Acqg On : 22 Nov 2021 13:08
Operator : CG/JU

Sample : M4768-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111921.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.607 8.64 ng 110884 Naphthalene-d8 11.031
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 94
2 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 90
3 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 90
4 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 76
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 74
Abundance Scan 1382 (11.607 min): BG051168.D\data.ms (-1375) (- m/z 131.00 100.00%
131.0
5000
51.0 H‘ 4o 11.50 12.00
Ol L 2B HH_‘H_M‘,MH m/z 146.05  33.80%
miz--> 20 40 60 80 100 120 140
Abundance  #25052: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131.0
5000 A L I /\‘\
11.50 12.00
20.0 91.0 1150 m/z 90.95 28.93%
1o 7,50 L
Ot \‘\ T \‘\ TT “\ iy “m\ \”\“’ T “‘\‘\ T Ll T e
miz-> 20 40 60 80 100 120 140
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro-
131.0
11.50 12.00
5000 m/z 115.00 25.45%
51.0 U0 uso 147.0
0““‘“‘“‘Jﬁ‘ﬂh?ﬁe‘uh“w“w“ml‘,ﬁf‘
miz--> 20 40 60 80 100 120 140
Abundance #25013: Benzene, (2-methyl-1-butenyl)- m woa — CTﬁW“A ﬁﬁ
131.0 11.50 12.00
m/z 117.00  23.48%
5000 91.0
115.0
390 650 ‘ 147.0 A
oHH‘mw‘um‘Mm,”H‘umHW!‘,MH Nl Lura [\ s
m/z--> 20 40 60 80 100 120 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112221\
Data File : BG@51168.D

Acqg On : 22 Nov 2021 13:08
Operator : CG/JU

Sample : M4768-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111921.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 1H-Inden-1-one, 2,3-dihydro... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.299 4.88 ng 104357  Acenaphthene-di10 14.839
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Inden-1-one, 2,3-dihydro-3,3,... 174 C12H140 054484-71-8 90
2 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 000475-03-6 87
35,6',7',8"'-Tetrahydro-2'-aceton... 174 C12H140 000774-55-0 87
4 1H-Inden-1-one, 2,3-dihydro-3,4,... 174 C12H140 035322-84-0 87
5 Benzene, 2-(2-butenyl)-1,3,5-tri... 174 C13H18 063435-25-6 80

Abundance Scan 1670 (13.299 min): BG051168.D\data.ms (-1665) (-  m/z 159.05 100.00%
0.

159.1
5000 /«Wj\\
115.0 T T
39.0 630 91"0 | 13.00 13.50
0 bl wu‘,‘Hu‘1‘,&?“"‘9““”““”&" m/z 174.10  40.89%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #49103: 1H-Inden-1-one, 2,3-dihydro-3,3,6-trimethyl-
159.0
5000 e A/\wn }\
13.00 13.50
115.0 m/z 115.60  18.82%
150 390 630 910 ‘
O \‘\ T \h T \“‘\ \“1‘\ “‘U\ \‘\‘”‘ T \“\ T ’”\‘\ T !" \‘M-g\?\ow Tt l b T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #49168: Naphthalene, 1,2,3,4-tetrahydro-1,1,6-trimethyl-
159.0
— —
13.00 13.50
5000 ITI/Z 131.00 14.55%
131.0
150 390 50 10 | )l )
O el L
miz--> 20 40 60 80 100 120 140 160 180 /\ J\\
Abundance #49097: 5',6',7',8"-Tetrahydro-2'-acetonaphthone —H ; ‘WAW
159.0 13.00 13.50
m/z 91.00 13.75%
5000
0 91.0 131.0
0\}H}\\\q\wbsﬁg\h\NL\N\\H,WM\‘H\\l\HH‘\ e e
m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112221\
Data File : BG@51168.D

Acqg On : 22 Nov 2021 13:08
Operator : CG/JU

Sample : M4768-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : 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 4 Naphthalene, 1,4,6-trimethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
15.450 5.83 ng 124792  Acenaphthene-di10 14.839
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 94
2 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 93
3 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 89
4 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 86
5 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 84

Abundance Scan 2036 (15.450 min): BG051168.D\data.ms (-2029) (-  m/z 117.00 100.00%

-

5000
15.50
ol m/z 160.05 84.59%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45532: Naphthalene, 1,4,6-trimethyl-
155.0
5000

15.50
m/z 155.10  84.40%

128.0
63.0 ‘
O‘\\\4\0‘\0\‘\\“ 84020’M’\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #45531: Naphthalene, 1,4,5-trimethyl-
155.0 /\
IVatVaS ull
15.50
5000 ITI/Z 170.10 74.78%
128.0
63 0
o410, 50 poaezo | |y |
miz--> 20 40 60 80 100 120 140 160 180 /\A M ) A
Abundance #45533: Naphthalene, 1,6,7-trimethyl- Lo AR L Tl
170.0 15.50

m/z 115.00  54.92%

) \WK/\]J\/\/\M
1520
270 51.0 76.0 1020 ‘ 128.0 H

ol 20 210 A 2020 el

m/z--> 20 40 60 80 100 120 140 160 180 15 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112221\
Data File : BG@51168.D

Acqg On : 22 Nov 2021 13:08
Operator : CG/JU

Sample : M4768-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-

BG111921.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 1(2H)-Naphthalenone, 3,4-di...

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
15.532 9.08 ng 194276  Acenaphthene-di10 14.839
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1(2H)-Naphthalenone, 3,4-dihydro... 174 C12H140
2 1(2H)-Naphthalenone, 5-ethyl-3,4... 174 C12H140
3 1(2H)-Naphthalenone, 3,4-dihydro... 174 C12H140
4 7-Ethyl-3,4-dihydro-1(2H)-naphth... 174 C12H140

005037-63-8 86
051015-31-7 81
032281-65-5 70
022531-06-2 60
1000461-11-8 60

m/z 174.10 100.00%

AkﬂJ\A\AJJ&N\

1550
m/z 146.05 99.12%

|

15.50
m/z 117.10  73.89%

L

1550
m/z 159.10  53.98%

gl

1550
m/z 118.00 51.76%

5 3-(Pent-1-en-1-yl)benzaldehyde 174 C12H140
Abundance Scan 2050 (15.532 min): BG051168.D\data.ms (-2044) (-
146.1 174.1
117.1
5000
39.0 63.0
o I L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #49107: 1(2H)-Naphthalenone, 3,4-dihydro-5,8-dimethyl-
146.0
117.0
5000 174.0
51.0 91.0
O\\\\‘\\\\“\\“H = “‘7\\‘%“\\‘}\“”\\ ‘\‘!H\\‘\‘\\}“\\\‘\‘\
m/z-> 80 100 120 140 160 180
Abundance #49099. l(ZH)—NaphthaIenone, 5-ethyl-3,4-dihydro-
146.0 174.0
117.0
5000
91.0
39.0 63.0
1 Il Ly wll I
0 _“HW“H‘W“_
miz--> 20 40 60 80 100 120 140 160 180
Abundance #49108: 1(2H)-Naphthalenone, 3,4-dihydro-5,6-dimethyl-
146.0
174.0
5000
117.0
18.0 39.0 63.0 910
0! N TR A S
m/z--> 20 40 60 80 100 120 140 160 180
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112221\
Data File : BG@51168.D

Acqg On : 22 Nov 2021 13:08
Operator : CG/JU

Sample : M4768-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111921.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 Naphthalene, 1-(2-propenyl)- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.008 7.12 ng 152435  Acenaphthene-di10 14.839
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-(2-propenyl)- 168 C13H12 002489-86-3 90
2 1-Isopropenylnaphthalene 168 C13H12 001855-47-6 76
3 1,1'-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 70
4 1,1'-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 60
5 1,1'-Biphenyl, 2-methyl- 168 C13H12 000643-58-3 52

Abundance Scan 2131 (16.008 min): BG051168.D\data.ms (-2126) (- m/z 168.05 100.00%

168.1
5000
T \
390 630 ‘ 115.0 139.0 16.00
0 mwH_m‘pm”\“m‘WH,‘;H‘,‘NW - m/z 153.00  62.55%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43643: Naphthalene, 1-(2-propenyl)-
158.0
5000 115.0 e
16.00
63.0 3.0 m/z 167.05 58.46%
O?‘\4;0‘\‘\‘\\“\\”\\““\‘\‘\Hh ” ‘\‘ \\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43630: 1-Isopropenylnaphthalene
158.0 A,J
o '
16.00
5000 ITI/Z 165.00 41.63%
30.0 630 ﬁo 10501260 | m
0 S S APV Y, PR I RS | N |
miz--> 20 40 60 80 100 120 140 160 180
Abundance #43631: 1,1'-Biphenyl, 3-methyl- =
168.0 16.00
m/z 152.00 37.01%
5000
o 300 630 910 1150 1410 m o
e i e e e R o 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\BG112221\
Data File : BG@51168.D

Acqg On : 22 Nov 2021 13:08
Operator : CG/JU

Sample : M4768-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111921.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4-Indancarboxylic acid, 7-m...

Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
16.196 7.95 ng 170155  Acenaphthene-di10 14.839
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Indancarboxylic acid, 7-methyl- 176 C11H1202 071042-74-5 93
2 2,3-Dihydro-1H-inden-5-ylacetic ... 176 C11H1202 005453-98-5 76
3 1-Naphthalenecarboxylic acid, 5,... 176 C11H1202 004242-18-6 64
4 2-(1,2,3,4-Tetrahydronaphthalen-... 176 C12H160 068480-12-6 43
5 Benzene, 1,3-bis(1-buten-3-yl-)- 186 C14H18 158117-62-5 38

Abundance Scan 2163 (16.196 min): BG051168.D\data.ms (-2156) (-
131.0

176.0
5000

91.0
63.0

39. | \\% \H 2070
0! T i Y i

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #50680: 4-Indancarboxylic acid, 7-methyl-
131.0

176.0

91.0 J
63.0 ‘
\‘\\\:3\9"\0\\\‘\\\\“\\‘\\‘\\\!‘\ \‘\]\-5\\)“9\\\“\\\\‘\\\\

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #50700: 2,3-Dihydro-1H-inden-5-ylacetic acid
131.0

5000

o

5000
176.0

270 °10 h m 154.0

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #50759: 1-Naphthalenecarboxylic acid, 5,6,7,8-tetrahydrc
131.0

o

176.0

5000 91.0
51.0

i J 530 |

m/z 131.00 100.00%

%

16.00 16.50
m/z 176.00 54.81%

Mwnﬂwﬂwj\””%Mwww

T

16.00 16.50
m/z 115.00 38.59%

%

16.00 16.50
m/z 116.00 33.05%

%

16.00 16.50
m/z 158.00  27.37%

o

m/z--> 20 40 60 80 100 120 140 160 180 200

8270-BG111921.M Tue Nov 23 14:20:39 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112221\
Data File : BG@51168.D

Acqg On : 22 Nov 2021 13:08
Operator : CG/JU

Sample : M4768-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111921.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 Morpholine, 4-phenyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.811 98.54 ng 2808380  Phenanthrene-d10 17.588
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 72
2 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 64
3 Benzamide, N-propyl- 163 C1OH13NO 010546-70-0 56
4 Glyoxylic acid, phenyl-, (2'-ace... 268 C16H1204 166538-12-1 38
5 1,2-Bis(benzoyloxy)benzene 318 C20H1404 000643-94-7 38

Abundance Scan 2608 (18.810 min): BG051168.D\data.ms (-2595) (-  m/z 105.00 100.00%

105.0
5000 163.1
77.0
— —
51.0 193.0 18.50 19.00
Ot ok h 2920 2251 /7 163.05 42.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38611: Morpholine, 4-phenyl-
105.0
163.0
5000 L T
770 18.50 19.00
m/z 77.00 32.17%
51.0 132.0
0280, A T i |
‘\\\\‘\\\\’\\\\‘\\\\’\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate
5.

—

105.0
— —
163.0 18.50 19.00
5000 ITI/Z 106.00 8.07%
77.0
0127.0 ‘51"0 ‘ | 1350 | 207.0
[T A P o T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38609: Benzamide, N-propyl- — 1
105.0 18.50 19.00
m/z 51.00 6.58%
5000
77.0
163.0
5#0 ‘ 134.0
Ot e e e e e — 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 18.50 19.00

8270-BG111921.M Tue Nov 23 14:20:39 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112221\
Data File : BG@51168.D

Acqg On : 22 Nov 2021 13:08
Operator : CG/JU

Sample : M4768-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111921.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Glyoxylamide, N-phenyl-

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.969 120.21 ng 3426100 Phenanthrene-d10 17.588
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205

2 Morpholine, 4-phenyl- 163 C10H13NO

3 Glyoxylamide, N-phenyl- 163 C9HINO2
4 .delta.2-1,3,4-0Oxadiazolin-5-one... 163 C7H5N302
5 Phenylglyoxylic acid, neopentyl ... 220 C13H1603

Abundance Scan 2635 (18.969 min): BG051168.D\data.ms (-2621) (-

105.0
163.1
5000
77.0
Ok erb ek 1850 | 2071 2301 281

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate
105.0
163.0
5000
77.0
4]7. ‘ | 1350 | 207.0
O ’\\H‘HH‘HH‘HH‘HH‘HH‘HH‘\\H‘HH‘\\H‘HH‘\\H‘\H\‘\\

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #38611: Morpholine, 4-phenyl-
105.0
163.0
5000
77.0
390\‘ TR N ‘ 13130
O tprtrrprtr et et et e e

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #39043: Glyoxylamide, N-phenyl-
0

120.0

5000/ 430 77.0

000094-03-1 80
000092-53-5 72
032331-52-5 50
002845-82-1 43
1000453-45-9 38

m/z 105.00 100.00%

=

=
19.00
m/z 163.05 62.60%

o

T
19.00
m/z 77.00  35.86%

-

=
19.00
m/z 106.00 8.67%

=

1
19.00
m/z 51.00 7.43%

-

0f
m/z--> 20 40 60 80 100120140160180200220240260280

8270-BG111921.M Tue Nov 23 14:20:40 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112221\
Data File : BG@51168.D

Acqg On : 22 Nov 2021 13:08
Operator : CG/JU

Sample : M4768-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111921.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 Diethylene glycol dibenzoate Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
19.104 267.55 ng 7625220  Phenanthrene-d10 17.588
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 86
2 Ethanol, 2-(4-phenoxyphenoxy)-, ... 334 C21H1804 055191-59-8 78
3 Phenyl(2-phenyl-1,3-dioxolan-2-y... 270 C17H1803 1000507-07-6 78
4 3,6,9,12-Tetraoxatetradecane-1,1... 446 C24H3008 1000366-97-0 72
5 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 72

Abundance Scan 2658 (19.104 min): BG051168.D\data.ms (-2644) (-  m/z 105.00 100.00%
1

05.0
149.0
5000
- —
51‘-0 19.00 19.50
bt L 98 m/z 149.00  77.02%
miz--> 50 100 150 200 250 300
Abundance #216951: Diethylene glycol dibenzoate
1050 149.0
5000 — —
19.00 19.50
m/z 77.00 54.71%
51.0
ols0 | || 192.0
L ‘ T T ‘ T T T L ‘ T T T ‘ T T T ‘ T T T
miz--> 50 100 150 200 250 300
Abundance #241988: Ethanol, 2-(4-phenoxyphenoxy)-, benzoate
149.0
4 —
19.00 19.50
5000 105.0 ITI/Z 51.00 13.50%
0 51.0 ‘ | 213.0 334.
e et e
miz--> 50 100 150 200 250 300
Abundance #161089: Phenyl(2-phenyl-1,3-dioxolan-2-yl)methanol, m ;Y —
149.0 19.00 19.50
m/z 106.00 9.40%
105.0
5000
0 5101 _197.0 239.0
e I e 4 ——
m/z--> 50 100 150 200 250 300 19.00 19.50

8270-BG111921.M Tue Nov 23 14:20:41 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112221\
Data File : BG@51168.D

Acqg On : 22 Nov 2021 13:08
Operator : CG/JU

Sample : M4768-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111921.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 Oxybis(propane-1,2-diyl) di... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.233  23.50 ng 669674  Phenanthrene-di10 17.588
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 90
2 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 72
3 Glyoxylamide, N-phenyl- 163 C9HONO2 032331-52-5 53
4 Phenylglyoxylic acid, 2-methylpr... 206 C12H1403 1000453-47-2 14
5 N-(5-Nitrothiazol-2-yl)-benzamide 249 C1@H7N303S 064398-84-1 14
Abundance Scan 2680 (19.233 min): BG051168.D\data.ms (-2671) (-  m/z 105.00 100.00%
105.0
163.0
5000
77.0
— —
51.0 19.00 19.50
207.1
Ol et e 2220 L T m/z 163.00  80.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate
105.0
163.0
5000 —— ——
19.00 19.50
77.0 m/z 77.00 35.97%
0 .0 ‘51"0 ‘ 135.0 | 207.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38614: Morpholine, 4-phenyl-
105.0
— —
163.0 19.00 19.50
5000 m/z 164.10 8.60%
77.0
0 27.0 SJ‘“O C 13\20 1l
\\\‘\\\\“‘\\‘\\‘\\\\“\\\\ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #39043: Glyoxylamide, N-phenyl- —— S
1200 163.0 19.00 19.50
m/z 106.00 8.04%
0 1 —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 19.00 19.50

8270-BG111921.M Tue Nov 23 14:20:41 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112221\
Data File : BG@51168.D

Acqg On : 22 Nov 2021 13:08
Operator : CG/JU

Sample : M4768-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111921.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tetracosane

Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
19.950 6.32 ng 153431  Chrysene-di12 21.889
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90

Abundance Scan 2802 (19.950 min): BG051168.D\data.ms (-2797) (-
57.1

5000
‘ 9.0
oL A lllL 401022522670
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
5000
9.0
oLl Ll 11| 141.0183.02250267.0 3380
\\\‘\\\\‘\\\x‘\\\\‘r\\\‘\\\\‘\\\\|\\\\

m/z--> 50 100 150 200 250 300 350

m/z 57.10 100.00%

-

20.00
m/z 71.05 70.54%

-

20.00
m/z 43.10 61.96%

v

Abundance #176384: Eicosane
57.0
20.00
5000 ITI/Z 85.10 48.15%
g \‘ 141018302250 2820
(o R Y M vt I
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane —
57.0 20.00
m/z 55.05 23.77%
h WWWWJKMWMJ\”MN«“AJWN
oLl L H | 141918302250 281.0 337.0 394
““‘“““““““‘“““““““““‘ ——
m/z--> 50 100 150 200 250 300 350 20.00

8270-BG111921.M Tue Nov 23 14:20:42 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112221\
Data File : BG@51168.D

Acqg On : 22 Nov 2021 13:08
Operator : CG/JU

Sample : M4768-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111921.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Nonadecane

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
20.755 10.36 ng 251488  Chrysene-di2 21.889
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Octacosane 394 (C28H58 000630-02-4 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Eicosane 282 (C20H42 000112-95-8 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 2939 (20.755 min): BG051168.D\data.ms (-2933) (-

57.0
5000
o A s a2 e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #158600: Nonadecane
57.0
5000
1
O \\“\"\‘“\“\]-“\“3\?\‘]‘-\6\9\()\‘\\\\2‘§§\0\‘\\\\’\\\\‘\\\\‘\

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

Abundance #298427: Octacosane
57.0
5000
1
oLl ‘ JM -, 169.0 225.0 2810 337.0 394.0
H“‘H“‘ T e

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

m/z 57.05 100.00%

—

20.50 21.00
m/z 71.10 77.61%

-

20.50 21.00
m/z 43.05 71.79%

.

20.50 21.00
m/z 85.05 52.49%

%

Abundance #287976: Heptacosane
57.0 20.50 21.00
m/z 41.00 24.54%
- WNMNNWMwﬂj\A%WWVWWMM
13
| h ﬁ \1690 225.0 281.0 380.0
oHw_“eu‘MMmm"‘H_H“HH,HH_HW —— ——
m/z--> 50 100 150 200 250 300 350 400 450 20.50 21.00

8270-BG111921.M Tue Nov 23 14:20:43 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112221\
Data File : BG@51168.D

Acqg On : 22 Nov 2021 13:08
Operator : CG/JU

Sample : M4768-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111921.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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, 7-hexyl-

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
21.566 15.40 ng 373965 Chrysene-d12 21.889
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 7-hexyl- 366 C26H54 ©055333-99-8 74
2 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 74
3 Tetracosane 338 C24H50 000646-31-1 74
4 Hexacosane 366 C26H54 000630-01-3 72
5 Tetratetracontane 619 C44H90 007098-22-8 70

Abundance Scan 3077 (21.566 min): BG051168.D\data.ms (-3070) (-
57.1

5000
105.0 1490
0l— vpl hHM Mh AL \\‘\‘]"8‘3‘1“‘2‘5‘3"2““””
miz--> 50 100 150 200 250 300
Abundance #275543: Eicosane, 7-hexyl-
57.0
5000
182.
ol L LU 3910 1920 50 2510 29
miz-> 50 100 150 200 250 300
Abundance #275555: Heneicosane, 11-(1-ethylpropyl)-
43.0
5000 85.0
el ““‘ —— :

miz-> 50 100 150 200 250 300

m/z 57.10 100.00%

E

21.50
m/z 71.05 76.09%

.

21.50
m/z 43.05 69.09%

B

21.50
m/z 85.05 54.36%

%

Abundance #246481: Tetracosane

57.0 21.50
m/z 105.00 24.46%
5000
99.0
ol it L4 i) 1410 1830 2250 2670 38

“‘, : e e T —
m/z--> 100 150 200 250 300 21.50

8270-BG111921.M Tue Nov 23 14:20:44 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112221\
Data File : BG@51168.D

Acqg On : 22 Nov 2021 13:08
Operator : CG/JU

Sample : M4768-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111921.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Triacontane

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
22.471 16.12 ng 391291 Chrysene-d12 21.889
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 91
5 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91

Abundance Scan 3231 (22.471 min): BG051168.D\data.ms (-3224) (-
57.

5000

131
0 L\ \ | T \17832 239.2 2953 355.2
\\\‘\\\\‘\ L e e e

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

Abundance #314331: Triacontane
57.0
5000
130
0 I H\ ‘h h‘ I \6\90 2250 281.0 337.0 422(
\\\‘ \\‘\\\\‘\\r\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

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

Abundance #298427: Octacosane
57.0
5000
‘ 1130 169.0
oL LML 1690 2250 2510 3370 3940

miz-> 50 100 150 200 250 300 350 400

m/z 57.10 100.00%

%

22.50
m/z 71.10 76.30%

%

22.50
m/z 43.05 64.52%

%

22.50
m/z 85.05 48.35%

%

Abundance #246481: Tetracosane
57.0 22.50
m/z 55.00 25.63%
0 ‘ ‘ “\ I u\ \ | 169 0 225.0 281.0 338.0
A e e o o S R —
m/z--> 50 100 150 200 250 300 350 400 22.50

8270-BG111921.M Tue Nov 23 14:20:44 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112221\
Data File : BG@51168.D

Acqg On : 22 Nov 2021 13:08
Operator : CG/JU

Sample : M4768-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111921.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 9-Octadecenamide, (Z)- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
23.393 6.50 ng 157901  Chrysene-di12 21.889
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 86
2 Palmitoleamide 253 C16H31NO 106010-22-4 49
3 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 43
4 Silane, hexyl- 116 C6H16Si 001072-14-6 38
5 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 38
Abundance Scan 3388 (23.393 min): BG051168.D\data.ms (-3382) (- m/z 59.00 100.00%
59.0
5000
7.0 264.1 23.00 23.50
g 1541 207.0 3204 ; :
0! W\H“‘Hhh}h T i ;\L‘ SR L m/z 72.00 82.28%
mlz--> 50 100 150 200 250 300 350
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 i s e
23.00 23.50
m/z 55.00 57.83%
0718 Mh ‘\‘H \%\ PQ\ 1\8\4\()‘ T \2\38\‘0\2\8\].\0‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #139496: Palmitoleamide
59.0
— ——
23.00 23.50
5000 m/z 41.05 42.53%
‘ 12 253 0
bl T gm0 2m00 0
miz--> 50 100 150 200 250 300 350
Abundance #110061: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydr — —
59.0 23.00 23.50
m/z 43.05 37.94%
0 i.4.960, 1410 1960
b e P e
m/z--> 50 100 150 200 250 300 350 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112221\
Data File : BG@51168.D

Acqg On : 22 Nov 2021 13:08
Operator : CG/JU

Sample : M4768-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111921.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heneicosane

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
23.523 15.35 ng 372609 Chrysene-d12 21.889
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 87
4 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 86
5 Tricosane, 2-methyl- 338 C24H50 001928-30-9 86

Abundance Scan 3410 (23.523 min): BG051168.D\data.ms (-3402) (-  m/z 57.05 100.00%
57.0
- VJRM\JLJ\kMWMWW,
99.1 N !
23.50
410 1831
- ““ Lk |y 3% 222012620 3093 m/z 71.65  68.60%
miz-> 50 100 150 200 250 300
Abundance #246483: Tetracosane
57.0
5000 — :
23.50
99.0 m/z 43.05 63.09%
41.
ol L L 101830 2250 S0
miz-> 50 100 150 200 250 300
Abundance #194590: Heneicosane
57.0
T \
23.50
5000 m/z 85.05 53.34%
99.0
ol50 L | 111 10 1m0 2250 2080
miz--> 50 100 150 200 250 300
Abundance #287349: Octadecane, 1-iodo- T
57.0 23.50
m/z 55.00 22.08%
5000
99.0
ols Ol bl [ 100r0 280 -
m/z--> 50 100 150 200 250 300 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112221\
Data File : BG@51168.D

Acqg On : 22 Nov 2021 13:08
Operator : CG/JU

Sample : M4768-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111921.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tetratetracontane

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
24.756  15.83 ng 392611 Perylene-d12 25.291
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Tetratetracontane 619 C44H909 007098-22-8 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Hexadecane, 5-butyl- 282 C20H42 006912-07-8 90
5 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 90

Abundance Scan 3620 (24.756 min): BG051168.D\data.ms (-3612) (-
57.0

5000

J J &1%7-1197.1 309.3

O oA L YR e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #246481: Tetracosane
57.0
5000
L BT 57056703390
‘\H\‘\HWWHI‘HH’HH‘\\H‘\H\‘\H\‘HH‘HH‘HH‘HH‘\H

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #347241: Tetratetracontane
57.0
5000
ol | 1 |1 127:0197.0267.0337.0407.0 491.0562.0
et e e e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

m/z 57.05 100.00%

~

—T —
24.50 25.00
m/z 71.05 76.30%

-

T —
24.50 25.00
m/z 43.05 65.50%

-

— —
24.50 25.00
m/z 85.05 53.15%

~

Abundance #275537: Hexacosane — ——
57.0 24.50 25.00
m/z 55.05 25.17%
- memmmvww/\wfmwwﬂxwf
oL 1L} 170197.0267.0 3670
et e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112221\
Data File : BG@51168.D

Acqg On : 22 Nov 2021 13:08
Operator : CG/JU

Sample : M4768-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111921.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexacosane

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
26.231 12.77 ng 316721  Perylene-d12 25.291
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Tetracosane 338 C24H50 000646-31-1 90
5 Docosane 310 C22H46 000629-97-0 87

Abundance Scan 3871 (26.231 min): BG051168.D\data.ms (-3862) (-
57.1

5000

‘\ ‘h ‘\ H I 1411 1972 265.0 341.0
0 bl “\uu““‘

m/z--> 50 100 150 200 250 300 350

Abundance #275537: Hexacosane
57.0
5000
oL ‘L il M | 14101830 225.0 267.0 309.0 367
\\\\‘\ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 50 100 150 200 250 300 350

m/z 57.10 100.00%

-

26.00 26.50
m/z 71.05 74.87%

%

26.00 26.50
m/z 43.10 66.07%

%

Abundance #194590: Heneicosane
57.0
26.00 26.50
5000 ITI/Z 85.05 59.12%
9.0
41.0
olsdL | L1 140mms0ms0 2980
m/z--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl- 7 T
57.0 26.00 26.50
m/z 55.00  24.30%
o ”NM%VNMMJ/\kWNMMAMﬂw
oL ALl \\ | 14101530 2P0 281.0 3230
el B e e e — ——
m/z--> 50 100 150 200 250 300 350 26.00 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112221\
Data File : BG@51168.D

Acqg On : 22 Nov 2021 13:08
Operator : CG/JU

Sample : M4768-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111921.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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
28.012 10.41 ng 258191 Perylene-di12 25.291
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Docosane, 11-decyl- 451 C32H66 055401-55-3 90
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
4 Tetracosane, 11-decyl- 479 C34H70 055429-84-0 87
5 Heptacosane 380 C27H56 000593-49-7 87

Abundance Scan 4174 (28.011 min): BG051168.D\data.ms (-4164) (- m/z 57.00 100.00%
57.0

5000 MMMWWWMN//\kwMMw%h&,
‘ 28.00 |
155.2 2112 2831 '
0“‘M W”MWWWWWWWWuMWWM‘u‘u“““34ﬁ¥“‘ m/z 71.05 84.78%
m/z--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
5000 T
28.00
m/z 43.05 60.91%
9.0
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #325756: Docosane, 11-decyl-
57.0
—
28.00
5000 ITI/Z 85.05 52.98%
141.0 309.0
ol u‘h &, H‘ |17 183:0225.0267.0 17 7350.0 392
m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl- —— ‘
57.0 28.00
m/z 55.00 25.15%
5000
9.0
oLy ‘\\ H\\ | | 1410183.0225.0267.0309.0 3650
iy “““‘“““‘“““““““““‘ ——
m/z--> 50 100 150 200 250 300 350 28.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112221\
Data File : BGO51168.D

Acqg On : 22 Nov 2021 13:08
Operator : CG/JU

Sample : M4768-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111921.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|
Naphthalene, 1,... 11.490 8.9 ng 113756 2 11.031 256687 20.0
Naphthalene, 1,... 11.607 8.6 ng 110884 2 11.031 256687 20.0
1H-Inden-1-one,... 13.299 4.9 ng 104357 3 14.839 427909 20.0
Naphthalene, 1,... 15.450 5.8 ng 124792 3 14.839 427909 20.0
1(2H)-Naphthale... 15.532 9.1 ng 194276 3 14.839 427909 20.0
Naphthalene, 1-... 16.008 7.1 ng 152435 3 14.839 427909 20.0
4-Indancarboxyl... 16.196 8.0 ng 170155 3 14.839 427909 20.0
Morpholine, 4-p... 18.811 98.5 ng 2808380 4 17.588 570001 20.0
Glyoxylamide, N... 18.969 120.2 ng 3426100 4 17.588 570001 20.0
Diethylene glyc... 19.104 267.6 ng 7625220 4 17.588 570001 20.0
Oxybis(propane-... 19.233 23.5 ng 669674 4 17.588 570001 20.0
Tetracosane 19.950 6.3 ng 153431 5 21.889 485550 20.0
Nonadecane 20.755 10.4 ng 251488 5 21.889 485550 20.0
Eicosane, 7-hexyl- 21.566 15.4 ng 373965 5 21.889 485550 20.0
Triacontane 22.471 16.1 ng 391291 5 21.889 485550 20.0
9-Octadecenamid... 23.393 6.5 ng 157961 5 21.889 485550 20.0
Heneicosane 23.523 15.4 ng 372609 5 21.889 485550 20.0
Tetratetracontane 24.756 15.8 ng 392611 6 25.291 495946 20.0
Hexacosane 26.231 12.8 ng 316721 6 25.291 495946 20.0
Eicosane 28.012 10.4 ng 258191 6 25.291 495946 20.0

8270-BG111921.M Tue Nov 23 14:20:48 2021 Pag 24



