LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040422\
Data File : BGO53016.D

Acqg On 4 Apr 2022 20:21
Operator : CG/JU

Sample : N2249-01

Misc :

ALS Vvial : 11 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-BG031522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO53016.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.830 62 75 78 rBV6 42907 101320 1.26% 0.176%
2 4.241 132 145 150 rVB2 65689 212066 2.64% 0.368%
3 5.639 374 383 388 rBV 1962893 3546455 44.10% 6.148%
4 5.698 388 393 398 rVB 342926 530927 6.60% 0.920%
5 5.780 398 407 408 rBV 4237233 8042290 100.00% 13.943%
6 6.139 461 468 475 rVB 435968 721555 8.97%  1.251%
7 6.614 543 549 558 rVB 175530 299670 3.73% 0.520%
8 7.108 626 633 643 rBV 419737 749716  9.32%  1.300%
9 7.220 644 652 657 rVV 1595634 2682250 33.35% 4.650%
10 7.278 657 662 669 rVV 1399804 2371517 29.49% 4.111%
11 7.355 669 675 687 rVB 858602 1476136 18.35% 2.559%
12 7.525 693 704 711 rBV 1220725 2121771 26.38% 3.678%
13 7.783 730 748 756 rBV 3816465 6772381 84.21% 11.741%
14 8.130 801 807 811 rBV 133870 236200 2.94% 0.409%
15 8.248 819 827 835 rVV 1547585 2728495 33.93% 4.730%
16 8.512 864 872 882 rVB 1487999 2583951 32.13% 4.480%
17 8.623 884 891 895 rBV 139153 227591 2.83% 0.395%
18 8.676 895 900 905 rBvV2 142866 254223 3.16% 0.441%
19 8.770 911 916 922 rVB2 279216 468182 5.82% 0.812%
20 8.882 929 935 940 rBvV 69972 121276 1.51% 0.210%
21 8.935 940 944 951 rVB 91043 152080 1.89% 0.264%
22 9.088 964 970 974 rBV 185030 316238 3.93% 0.548%
23 9.140 974 979 986 rw 157352 275286 3.42% 0.477%
24 9.240 989 996 1000 rVV2 435908 760463  9.46%  1.318%
25 9.287 1000 1004 1008 rVV 402768 794192 9.88% 1.377%
26 9.323 1008 1010 1018 rVB2 255989 352844 4.39% 0.612%
27 9.569 1043 1052 1061 rBV 106896 216927 2.70% 0.376%
28 9.763 1079 1085 1090 rBV 220522 359532  4.47% 0.623%
29 9.822 1090 1095 1102 rVB 279318 472932 5.88% 0.820%
30 10.186 1151 1157 1163 rVV 253649 414396 5.15% ©.718%
31 10.268 1164 1171 1176 rVB3 57814 109989 1.37% 0.191%
32 10.339 1176 1183 1191 rBV2 557208 1058691 13.16% 1.835%
33 10.450 1196 1202 1210 rVB3 38470 104736 1.30% 0.182%
34 10.574 1218 1223 1228 rBV 51095 83538 1.04% 0.145%
35 10.938 1274 1285 1288 rBV2 159689 365643 4.55% 0.634%

36 10.997 1288 1295 1302 rVV 2001006 3833774 47.67% 6.646%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040422\
Data File : BGO53016.D

Acqg On 4 Apr 2022 20:21
Operator : CG/JU

Sample : N2249-01

Misc :

ALS Vvial : 11 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-BG031522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.108 1309 1314 1319 rBV 52591 83692 1.04% 0.145%
38 11.602 1393 1398 1410 rvB2 37785 83527 1.04% 0.145%
39 11.731 1410 1420 1426 rBV5 65527 166329 2.07% 0.288%
40 11.849 1434 1440 1448 rBv2 61658 107618 1.34% 0.187%
41 12.042 1464 1473 1480 rBV2 43616 85599 1.06% 0.148%
42 12.307 1512 1518 1525 rVB4 102048 189445 2.36% 0.328%
43 12.589 1558 1566 1572 rBV 493678 847960 10.54% 1.470%
44 12.718 1579 1588 1593 rBv4 82076 169319 2.11% 0.294%
45 12.800 1593 1602 1611 rVB 307074 595362 7.40% 1.032%
46 12.894 1611 1618 1625 rBV5 48428 104037 1.29% 0.180%
47 13.029 1635 1641 1647 rBV2 50994 82240 1.02% 0.143%
48 13.376 1693 1700 1709 rVB 1054482 1657675 20.61% 2.874%
49 13.499 1711 1721 1727 rBV 81595 184308 2.29% 0.320%
50 14.745 1925 1933 1940 rVB 284463 487996 6.07% 0.846%
51 14.921 1956 1963 1971 rBV3 87442 164204 2.04%  0.285%
52 15.626 2079 2083 2095 rVB2 49968 86670 1.08% 0.150%
53 15.802 2108 2113 2123 rBV3 54937 98068 1.22% 0.170%
54 16.231 2178 2186 2197 rBV 835831 1310845 16.30% 2.273%
55 17.259 2352 2361 2368 rBV4 49318 111069 1.38% 0.193%
56 17.488 2394 2400 2406 rBV 357864 546309 6.79% 0.947%
57 18.258 2523 2531 2539 rBV 161103 329367 4.10% 0.571%
58 18.375 2545 2551 2564 rBV 322692 512638 6.37% 0.889%
59 19.632 2761 2765 2772 rBv2 87194 127720 1.59% 0.221%
60 20.090 2837 2843 2849 rBV 1444739 1933895 24.05%  3.353%
61 21.400 3057 3066 3077 rBV 212678 399018 4.96% 0.692%
62 21.770 3122 3129 3139 rVB2 370782 647849 8.06% 1.123%

63 25.072 3681 3691 3701 rBvV2 218528 649713 8.08% 1.126%

Sum of corrected areas: 57681705
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040422\
Data File : BGO53016.D

Acqg On : 4 Apr 2022 20:21
Operator : CG/JU

Sample : N2249-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG031522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG053016.D\data.ms

4000000 5.‘ﬁ80 7.783

3500000
3000000

2500000

2000000 5.639 10.997

7.220 8.2
1500000 71578 48512

7.525
1000000 35

500000 5,698 6-139 71 : 152018

3.8304.241 | jt . J 8.1 R 95059 1™ 10 psemyA 1 T08 111607R ek 301277
LA L L I B B | T | T T T I R o o ™
Time--> 350 4.00 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG053016.D\data.ms

4000000

3500000
3000000
2500000

2000000

1500000 20.090

13.376
1000000 16.231

500000 14.745 17.488 18.375 21.770

21.400
13.499 14921 1559602 17 %rf/L 18.248 19.632

O L e e e e e e B . . B B e e e e e B R

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: BG053016.D\data.ms

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000 25072

O‘\\\\|\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040422\
Data File : BGO53016.D

Acqg On : 4 Apr 2022 20:21
Operator : CG/JU

Sample : N2249-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG031522.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 Benzene, 1,3-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.139 61.10 ng 721555 1,4-Dichlorobenzene-d4 8.130

Hit# of 4 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
2 p-Xylene 106 C8H10 000106-42-3 97
3 o-Xylene 106 C8H10 000095-47-6 97
4 Ethylbenzene 106 C8H10 000100-41-4 91
Abundance Scan 468 (6.139 min): BG053016.D\data.ms (-461) (-) m/z 91.10 100.00%
91.1
5000 106.2 /\
\\‘\\\\‘\\\/\\’\\\\‘\\\\’
39.1 511 455 77‘-2 | 5.80 6.00 6.20 6.40
Ol el il myz 16,15 42.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5749: Benzene, 1,3-dimethyl-
91.0
5000 1060 B N R N R

5.80 6.00 6.20 6.40
m/z 105.15 17.42%

270 39.0 51.0 65.0 77.0 ‘
0‘w"”\‘”“r"““\“‘”m“‘wMw”“H\‘”“\1”‘\“““‘\”‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5725: p-Xylene
91.0
AN UARAR AR RARRRRRR
106.0 5.80 6.00 6.20 6.40
5000 m/z 77.15 13.27%
39.0 51.0 65.0 77.0 ‘
0H\"H\‘2‘7‘.?"H‘\"Hm“‘w‘HH\H‘“UMH“\l‘”\“““wm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 \
Abundance #5719: o-Xylene R R EE e
91.0 5.80 6.00 6.20 6.40
m/z 51.15 11.61%
5000 106.0
51.0 77.0
ohasozo @00 @0 L L UL .
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040422\
Data File : BGO53016.D

Acqg On : 4 Apr 2022 20:21
Operator : CG/JU

Sample : N2249-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG031522.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 14
R.T. EstConc Area Relative to ISTD R.T.
6.614  25.37 ng 299670 1,4-Dichlorobenzene-d4 8.130

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 95
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 86
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 83
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 80
Abundance Scan 549 (6.614 min): BG053016.D\data.ms (-543) (-) m/z 105.15 100.00%
105.2
5000 /\
g 772 SRNNSNNES | V—
H ‘ 6.20 6.40 6.60 6.80 7.00
0 m‘Hwhm‘emm_m_‘m_m‘m‘_“1‘8‘2“5‘ m/z 120.15  24.50%
m/z--> 20 40 100 120 140 160 180
Abundance #10712. Benzene, 1-methylethyl)-
105.0
5000 I L R B
6.20 6.40 6.60 6.80 7.00
51.0 77.0 m/z 77.15  21.23%
2T
O\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 80 100 120 140 160 180
Abundance #10710. Benzene, 1,2,3-trimethyl-
105.0
T e
6.20 6.40 6.60 6.80 7.00
5000 m/z 79.15 16.57%
39.0 77.0
0‘“‘H‘NHHM‘NL‘hhuh‘ﬂM‘wﬂu“‘u“‘u“‘u‘
miz--> 20 40 60 80 100 120 140 160 180 /
Abundance #10705: Benzene, 1,2,4-trimethyl- R R
105.0 6.20 6.40 6.60 6.80 7.00
m/z 51.10 13.09%
5000
28‘ .0 51.0 77‘ .0
om"uwamw\_‘H‘uu‘m‘m_”w”_” SERNENG  SH——
m/z--> 20 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040422\
Data File : BGO53016.D

Acqg On : 4 Apr 2022 20:21
Operator : CG/JU

Sample : N2249-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG031522.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, propyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.108 63.48 ng 749716  1,4-Dichlorobenzene-d4 8.130

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 95
2 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 78
3 Propanenitrile, 3-[(phenylmethyl... 160 C10H12N2 000706-03-6 72
4 1-(Benzylamino)propan-2-ol 165 C1OH15NO 1000486-84-7 59
5 Benzeneacetaldehyde 120 C8H80 000122-78-1 58

Abundance Scan 633 (7.108 min): BG053016.D\data.ms (-626) (-) m/z 91.10 100.00%

91.1
5000
120.2
391 022 6.80 7.00 7.20 7.40
0y e e e e m/z 120.15  21.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10700: Benzene, propyl-
91.0
5000 L L L B B
6.80 7.00 7.20 7.40
65.0 120.0 m/z 65.15 13.70%
39.0 ‘
O?‘\5\“0\‘\\\“‘H“\\“‘HHH“\\‘!\‘\‘\H“\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #88775: N-Benzyl-2-phenethylamine
91.0
e
6.80 7.00 7.20 7.40
5000 120.0 m/z 92.15  11.04%
65.0
T Mo R NP SR——— )
m/z--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #36036: Propanenitrile, 3-[(phenylmethyl)amino]- A EEmE BT B
91.0 6.80 7.00 7.20 7.40
m/z 78.15 7.40%
5000
120.0
65.0
I PO SO .. RO o W | VAW
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040422\
Data File : BG@53016.D

Acqg On 4 Apr 2022 20:21

Operator : CG/JU

Sample : N2249-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG031522.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
7.220 227.12 ng 2682250 1,4-Dichlorobenzene-d4 8.130
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Mesitylene 120 CS9H12 000108-67-8 91

Abundance Scan 652 (7.220 min): BG053016.D\data.ms (-644) (-) m/z 105.10 100.00%

105.1
5000
120.2

772 T e
39.1

L 6.80 7.00 7.20 7.40 7.60
(] R “‘uw“«E‘ Ao b 1886 s 106015 31.42%

m/z--> 20 40 80 100 120 140
Abundance #10722.Benzene,l-eﬂwkaneﬂwL /\
105.0

5000 A A NS
120.0 6.80 7.00 7.20 7.40 7.60

m/z 77.15 15.48%

39.0 77.0

0 T \‘\ T \“ T \‘\5\9‘9‘\ T \““ T \‘1 T ‘H‘\ T L
miz> 20 40 60 80 100 120 140
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0

6.80 7.00 7.20 7.40 7.60

5000 ITI z 91.15 15.41%
120.0
77.0
oo 0
0 “““““‘“v‘p\“‘ﬂ“wl“““w‘u I
m/z--> 20 40 60 80 100 120 140
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 6.80 7.00 7.20 7.40 7.60
m/z 79.15 12.19%
120.0
5000
39.0 77.0
o250 b B30l e R
m/z--> 20 40 60 80 100 120 140 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040422\
Data File : BGO53016.D

Acqg On : 4 Apr 2022 20:21
Operator : CG/JU

Sample : N2249-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG031522.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 Benzene, 1l-ethyl-4-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.525 179.66 ng 2121770  1,4-Dichlorobenzene-d4 8.130

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 93
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 704 (7.525 min): BG053016.D\data.ms (-693) (-) m/z 105.15 100.00%
105.2
5000
120.2
R ERRAAEEEE
39.1 63.1 77"2 91"2 7.20 7.40 7.60 7.80
oH_m_m_‘H“mHMeuH‘ch‘wml“wmm_‘wamw m/z 120.15 30.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10724: Benzene, 1-ethyl-2-methyl-
105.0
5000
7.20 7.40 7.60 7.80
120.0 o
610 77.0 91.0 ‘ m/Z 77 .15 15.96%
OH‘HH‘\Z\Z\.?\H\“\H\H{“\H‘Gﬂ‘.\q‘\HM‘HH“‘MHH‘\l\‘u‘\‘\“uu‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
7.20 7.40 7.60 7.80
5000 m/z 91.15 14.96%
790 120.0
39.0 650 || 920
o) S SIS R SN SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 7.20 7.40 7.60 7.80
m/z 79.15 12.90%
120.0
5000
9.0 63.0 77.0 91.0
Y L S U T PO R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040422\
Data File : BGO53016.D

Acqg On : 4 Apr 2022 20:21
Operator : CG/JU

Sample : N2249-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG031522.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 Benzene, 1,2,3-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.248 231.03 ng 2728500 1,4-Dichlorobenzene-d4 8.130

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Mesitylene 120 CO9H12 000108-67-8 94
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 827 (8.248 min): BG053016.D\data.ms (-819) (-) m/z 105.15 100.00%
105.2
5000 120.2
R aa L  REammaREE
51.1 77“1 9.2 8.00 8.20 8.40 8.60
Obrrrrererrree ST it e by myz 120.15 38.68%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
5000 1200 UL L L LN L

8.00 8.20 8.40 8.60
m/z 77.10  15.43%

39.0 77.0 91.0
0 \\‘17\5\.\()‘\H‘HHH“‘\\\\N{‘Hﬁ:ﬁ\"?’\\\‘}"\\\\"\H\’\‘\1\’\\‘\‘\"‘\\\\‘H\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
s AREEamERaES o
8.00 8.20 8.40 8.60
5000 ITI/Z 91.15 12.62%
120.0
77.0 91.0
I < OV Y I A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10695: Mesitylene
105.0 8.00 8.20 8.40 8.60
m/z 79.15 10.26%
120.0
5000
39.0 77.0 91.0
0 ‘Wm‘m“‘H‘“‘M‘Hi‘wuﬁ%f‘?,‘1“1‘,"",‘1m,“:!‘,mh‘,‘m“m“ e e A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040422\
Data File : BGO53016.D

Acqg On : 4 Apr 2022 20:21
Operator : CG/JU

Sample : N2249-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG031522.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 Benzene, 1l-ethenyl-2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.512 218.79 ng 2583950 1,4-Dichlorobenzene-d4 8.130

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 90
2 Indane 118 C9H10 000496-11-7 87
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 80
4 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 68
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 68
Abundance Scan 872 (8.512 min): BG053016.D\data.ms (-864) (-) m/z 117.15 100.00%
11y.2
5000
91.2 R e R
39.1 631 ., 8.20 8.40 8.60 8.80
\ Ty i ||, 104.2 || 9
O brrprrrr et e e e et e e e ey m/z 118.15 56.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10206: Benzene, 1-ethenyl-2-methyl-
117.0
5000 LB L B R B B R
91.0 8.20 8.40 8.60 8.80
m/z 115.10 34.54%
390 580 77,
OH‘HH‘\Hr\‘H\\“HHH{H‘!HHH‘\HH‘\\\\‘H\\\:I_‘q{flw.\o‘u!\“uu‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10181: Indane
117.0
R RRmEEE
8.20 8.40 8.60 8.80
5000 m/z 91.15 20.69%
91.0
ol 260390 B30 770 [ 1040 ||
AR R R RARARREa LS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10191: Benzene, 2-propenyl-
117.0 8.20 8.40 8.60 8.80
m/z 63.15 11.26%
5000
91.0
51.0 650 0
obrrrrregrrsrrro bbbl bl 2080 ML L e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040422\
Data File : BGO53016.D

Acqg On : 4 Apr 2022 20:21
Operator : CG/JU

Sample : N2249-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG031522.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 Benzene, 1,4-diethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
8.623 19.27 ng 227591 1,4-Dichlorobenzene-d4 8.130

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 95
2 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 93
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 90
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 87
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 87
Abundance Scan 891 (8.623 min): BG053016.D\data.ms (-884) (-) m/z 119.15 100.00%
119.2
5000
91.2
39.0 652 8.40 8.60 8.80 9.00
v 226.¢ ;
O K AT L B S R RETR e m/z 105.15 96.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17031: Benzene, 1,4-diethyl-
119.0
5000 LBLEL L B B AL BB R R
91.0 8.40 8.60 8.80 9.00
m/z 134.15 44.77%
41.0 65.0 ‘
0 \\\‘\‘\\\‘\\\\‘\\\\M‘\\w\““\\‘\l\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17032: Benzene, 1,2-diethyl-
119.0
APNAIRD A8 LW W
8.40 8.60 8.80 9.00
5000 m/z 91.15 33.04%
91.0
39.0 65.0
EL Tl 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17033: Benzene, 1,3-diethyl-
119.0 8.40 8.60 8.80 9.00
m/z 77.15 23.44%
5000
91.0
27.0 51.0 ‘
0 HW“‘H“‘w‘mHH”_W‘E‘H‘J}HH‘wwwwww ‘/\‘/\,AN\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040422\
Data File : BGO53016.D

Acqg On : 4 Apr 2022 20:21
Operator : CG/JU

Sample : N2249-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG031522.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 2-Indanol Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.676  21.53 ng 254223  1,4-Dichlorobenzene-d4 8.130

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Indanol 134 C9H100 004254-29-9 83
2 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 81
3 Benzene, 1-methyl-4-propyl- 134 C1eH14 001074-55-1 76
4 Benzene, 1l-methyl-3-propyl- 134 C10H14 001074-43-7 70
5 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 68
Abundance Scan 900 (8.676 min): BG053016.D\data.ms (-895) (-) m/z 105.15 100.00%
105.2
5000
R AAREaREE RS
391 1] ‘ 8.40 8.60 8.80 9.00
op bl L2073 B2L hyz 13415 23.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17523: 2-Indanol
105.0
\
5000 UL I B I L LA I LA
8.40 8.60 8.80 9.00
m/z 115.15 14.53%
39.0 L
O‘\\Jf¥’1\“\\l\’J\l\\‘\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17050: Benzene, 1-methyl-2-propyl-
105.0
R RRRARE
8.40 8.60 8.80 9.00
5000 m/z 77.15 14.02%
39.0 Ll
(O e e e B o o B B A R S R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17052: Benzene, 1-methyl-4-propyl- H“‘H“‘Hﬁ}%V\‘/V\
105.0 8.40 8.60 8.80 9.00

m/z 106.10  13.47%

5000

01390 |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040422\
Data File : BGO53016.D

Acqg On : 4 Apr 2022 20:21
Operator : CG/JU

Sample : N2249-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG031522.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 Benzene, 1,2-diethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.770  39.64 ng 468182  1,4-Dichlorobenzene-d4 8.130

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C1oH14 000135-01-3 94
2 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 93
3 o-Cymene 134 C1eH14 000527-84-4 90
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 90
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 87
Abundance Scan 916 (8.770 min): BG053016.D\data.ms (-911) (-) m/z 119.15 100.00%
119.2
5000 91.2 134.2
39.1 65.2 8.40 8.60 8.80 9.00
Ol rrrreprermrrrreti bl el b gz 165,15 56.82%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17026: Benzene, 1,2-diethyl-
105.0
5000 134.0
8.40 8.60 8.80 9.00
77.0 m/z 134.15 40.88%
0 \\‘J-HSHO‘\H‘\“HH“‘HH“?Z\ﬂ\H‘H\‘H‘\\H“UH\’\‘\1\‘H‘\‘\JHH‘H‘H’H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17031: Benzene, 1,4-diethyl-
119.0
T
8.40 8.60 8.80 9.00
5000 134.0 m/z 91.15 39.08%
91.0
41.0 65.0
Ol 280 T 0 el
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16997: 0-Cymene
119.0 8.40 8.60 8.80 9.00
m/z 77.10 19.68%
5000
134.0
91.0
41.0 65.0 ‘ ‘
S Y P PR PSRN 1 S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.40 8.60 8.80 9.00
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040422\

BGO53016.D
4 Apr 2022 20:21

: CG/IU
¢ N2249-01

: 11 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG031522.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 14 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
9.088 26.78 ng 316238 1,4-Dichlorobenzene-d4 8.130
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 97
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 95
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 95
4 o-Cymene 134 C1eH14 000527-84-4 93
5 p-Cymene 134 C1oH14 000099-87-6 93
Abundance Scan 970 (9.088 min): BG053016.D\data.ms (-964) (-) m/z 119.15 100.00%
119.2
5000
91.2
511, ‘ | 135.2 8.80 9.00 9.20 9.40
0b ek e TR Ll TR 2 134015 30.63%
miz--> 20 40 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0 K
8.80 9.00 9.20 9.40
91.0 4 m/z 91.15  22.09%
65.0 ‘
0 \1\5\.0‘ T \3\9‘“9 \“\‘\ “f‘\ T \‘H‘ T “H“\ \‘r‘w T ;—\?.?\ T
miz--> 20 40 60 80 100 120 140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
8.80 9.00 9.20 9.40
5000 m/z 105.10 13.81%
91.0
39.0 65.0 ‘
0 ‘¥5?‘u ‘Nf‘ub‘pw"JW“ww‘*w‘de‘}‘ﬁ?“‘
miz-> 20 40 60 80 100 120 140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0 8.80 9.00 9.20 9.40
m/z 77.15 12.95%
5000
91.0
so w0 eI
0\¥§?\H\\W\HW\H”\\M\\Ww‘wu\wd\}\??\\\ \\W\H\M\H‘H\w\ﬁﬁ
m/z--> 20 40 60 80 100 120 140 8.80 9.00 9.20 9.40

8270-BGO31522.

M Tue Apr 05 15:50:20 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040422\
Data File : BGO53016.D

Acqg On : 4 Apr 2022 20:21
Operator : CG/JU

Sample : N2249-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG031522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 p-Cymene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.140  23.31 ng 275286 1,4-Dichlorobenzene-d4 8.130

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C1oH14 000099-87-6 95
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 94
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94
Abundance Scan 979 (9.140 min): BG053016.D\data.ms (-974) (-) m/z 119.15 100.00%
119.2
5000 M
134.2 A
912 LI L L B L
39.1 631 772 105.2 8.80 9.00 9.20 9.40
Ol et el reesrre e b et m/z 134,15 26.77%
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #16995: p-Cymene
119.0

AKAM A

5000 LI L B B R
8.80 9.00 9.20 9.40
91.0 134.0 m/z 91.15 18.24%
ol 270 410 630 77.0 1050 |
\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘HH‘\H\‘\“H‘HH‘HH‘H‘H‘H
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #16997: o-Cymene

119.0

8.80 9.00 9.20 9.40
5000 m/z 77.15 9.58%

134.0
91.0
\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\\‘\\‘\\
m/z--> 20 30 40 50 60 70 80 90 100110 120130140 j\ /\/\
Abundance #17106: Benzene, 1-methyl-3-(1-methylethyl)- R AAREERRRE REN ‘
119.0

8.80 9.00 9.20 9.40
m/z 120.20 7.39%

o

5000

910 134.0
39.0 630 770 105.0
0 L 1] [ 1 L ‘ \

m/z--> 20 30 40 50 60 70 80 90 100110 120130140 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040422\
Data File : BGO53016.D

Acqg On : 4 Apr 2022 20:21
Operator : CG/JU

Sample : N2249-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG031522.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 o-Cymene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.763 19.67 ng 359532  Naphthalene-d8 10.944

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 95
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 95
3 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 94

Abundance Scan 1085 (9.763 min): BG053016.D\data.ms (-1079) (-) m/z 119.15 100.00%

116.2
5000 A
A ‘

391 172 9.50 10.00

O e bbb b b 2781 /7 13410 39.51%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #16997: o-Cymene
119.0
5000 e ‘/\ e

9.50 10.00
m/z 91.15 21.33%

4o ol
O A P ||
H\‘HH‘HH‘\\H‘HH‘\H\‘HH‘HH‘\\H‘\\H‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0

o

950 1000
5000 ITI z 77.15 10.91%
NI
o I e —
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0 950 1000
m/z 120.15 9.81%
5000
39.0 77.0 A
O reprrrndebepbrresbepbeebbrb e rreerereprrepreeepeeenre || M L aan
m/z--> 20 40 60 80 100120140160180200220240260 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040422\
Data File : BGO53016.D

Acqg On : 4 Apr 2022 20:21
Operator : CG/JU

Sample : N2249-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG031522.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 17 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
9.822 25.87 ng 472932  Naphthalene-d8 10.944
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 95
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 94
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 94
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 93

Abundance Scan 1095 (9.822 min): BG053016.D\data.ms (-1090) (-) m/z 119.15 100.00%

110.2
5000 134.2
91.2 A\

39.1 65.1 9. 50 10 00
0"w”w‘”w””w””ﬂ“‘w“w”ﬂw””\””w“‘wmw‘”wm“w”‘ m/z 134.15 37.99%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16997: o-Cymene
119.0

I

I
9.50 10.00
91.0 134.0 m/z 91.15  22.38%

41.0 65.0 ' ‘
O\\‘\\\\‘\H\‘H\\“‘\H\‘1\\H\‘\‘\‘H‘H\‘H\\H‘H\\’\W‘H‘H‘\‘\"\\H‘\\‘\\’\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17068: Benzene, 1,2,4,5-tetramethy
119.0

5000

950 1000
5000 134.0 m/z 120.15 10.55%
390 91.0
650
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 J\
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0 950 1000
m/z 77.15 9.92%
5000
91.0 134.0
39.0 65.0 ‘
T T M RO Y 1| OO N Lond Lo
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040422\
Data File : BGO53016.D

Acqg On : 4 Apr 2022 20:21
Operator : CG/JU

Sample : N2249-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG031522.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 Benzene, 1l-ethenyl-4-ethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.186  22.67 ng 414396  Naphthalene-d8 10.944
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 94
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 93
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 92
4 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 91
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 91

Abundance Scan 1157 (10.186 min): BG053016.D\data.ms (-1151) (- | m/z 117.10 100.00%

117.1
5000

—— ——
10.00 10.50

—

51.1 ‘ ‘
obrdbdd e bt 854 7 132,15 38.24%
miz--> 50 100 150 200 250 300 350
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0 J\
5000 T

1 —r
10.00 10.50
m/z 115.10 30.90%

77.0
0 \?9‘\3 \M\ “\ } ‘““\ ‘\ i L B B
m/z--> 50 100 150 200 250 300 350
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0 /\/\

T
10.00 10.50

5000 ITI/Z 131.15 19.50%
51.0
R B
m/z--> 50 100 150 200 250 300 350
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl- L 0y
117.0 10.00 10.50
m/z 91.10 15.82%
5000
39.0 .5 | ‘
N I A ATE)
m/z--> 50 100 150 200 250 300 350 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040422\
Data File : BGO53016.D

Acqg On : 4 Apr 2022 20:21
Operator : CG/JU

Sample : N2249-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG031522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 19 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.339 57.91 ng 1058690  Naphthalene-d8 10.944
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 91
2 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 87
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 87
4 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 81
5 1-Phenyl-1-butene 132 C1eH12 000824-90-8 81
Abundance Scan 1183 (10.339 min): BG053016.D\data.ms (-1176) (- | m/z 117.15 100.00%
11y.2
5000
91.2 — —
5.1 ‘ 134.2 10.00 10.50
) SN A w'ﬁ ettt “g <l —— m/z 132.10  33.73%
miz-> 20 40 60 80 100 120 140
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 — —A
91.0 10.00 10.50
- 510 o m/z 119.15 33.06%
O ™ \‘\.\ \“i‘\ \“}‘\““!‘\7\4“‘1& T \H T “H‘\ T !“ \‘U\‘\.‘ T
miz-> 20 40 60 80 100 120 140
Abundance #16120: Benzene, 2-butenyl-
117.0
VN AU A
10.00 10.50
m/z 115.15 32.99%
5000 91.0
39.0 .
o = |
bl b
miz--> 20 40 60 80 100 120 140
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)- T 7
117.0 10.00 10.50
m/z 91.15 22.58%
5000
91.0
0““2‘7“.9“"H‘;‘u“1“7‘5‘@‘”‘1““1“““‘“1““‘HH e
m/z--> 20 40 60 80 100 120 140 10.00 10.50

8270-BGO31522.M Tue Apr 05 15:50:21 2022 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040422\
Data File : BGO53016.D

Acqg On : 4 Apr 2022 20:21
Operator : CG/JU

Sample : N2249-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG031522.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 n-Hexadecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
18.375 18.77 ng 512638 Phenanthrene-d10 17.488
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 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 46

Abundance Scan 2551 (18.375 min): BG053016.D\data.ms (-2545) (- | m/z 73.15 100.00%
3.2

9.

5000
129.2 213.3
‘ ‘ ‘ 18.00 18:50
ob o MMM L L L Ly 1281434 e 15 87.30%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #143508: n-Hexadecanoic acid
43.0 256.0
5000 7= e
129.0 18.00 18.50
NU m/z 43.15 83.30%
‘ 185.0
b,
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #109281: Tetradecanoic acid WA\MJKM/MJ\kWWNwWMAM
73.0
1500 1550
5000 m/z 41.15 71.20%
129.0
228.0
27.
0 1‘ H‘m [ " M\‘u} “‘\‘:IH‘SJY"(")‘ “\‘ R e o e e e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #92070: Tridecanoic acid = T
73.0 18.00 18.50
m/z 55.15 70.43%
5000
129.0
WL JL
0 ‘\“‘ M‘um ‘\\H“\‘l‘\“h‘\”‘\‘m‘ \‘\‘\‘\“\\\‘\\\\’\\\\’\\\\‘\\\\ = e
m/z--> 0 50 100 150 200 250 300 350 400 18.00 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040422\
Data File : BGO53016.D

Acqg On 4 Apr 2022 20:21
Operator : CG/JU

Sample : N2249-01

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG031522.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|
Benzene, 1,3-di... 6.139 61.1 ng 721555 1 8.130 236200 20.0
Benzene, (1-met... 6.614 25.4 ng 299670 1 8.130 236200 20.0
Benzene, propyl- 7.108 63.5 ng 749716 1 8.130 236200 20.0
Benzene, 1-ethy... 7.220 227.1 ng 2682250 1 8.130 236200 20.0
Benzene, 1-ethy... 7.525 179.7 ng 2121776 1  8.130 236200 20.0
Benzene, 1,2,3-... 8.248 231.0 ng 2728500 1 8.130 236200 20.0
Benzene, 1-ethe... 8.512 218.8 ng 2583950 1 8.130 236200 20.0
Benzene, 1,4-di... 8.623 19.3 ng 227591 1 8.130 236200 20.0
2-Indanol 8.676 21.5 ng 254223 1 8.130 236200 20.0
Benzene, 1,2-di... 8.770 39.6 ng 468182 1 8.130 236200 20.0
Benzene, 4-ethy... 9.088 26.8 ng 316238 1 8.130 236200 20.0
p-Cymene 9.140 23.3 ng 275286 1 8.130 236200 20.0
o-Cymene 9.763 19.7 ng 359532 2 10.944 365643 20.0
Benzene, 1,2,4,... 9.822 25.9 ng 472932 2 10.944 365643 20.0
Benzene, 1l-ethe... 10.186 22.7 ng 414396 2 10.944 365643 20.0
Benzene, 2-ethe... 10.339 57.9 ng 1058690 2 10.944 365643 20.0
n-Hexadecanoic ... 18.375 18.8 ng 512638 4 17.488 546309 20.0
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