LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30822\
Data File : BF127272.D

Acqg On : 08 Mar 2022 21:53
Operator : CG\JU

Sample : N1827-13 10X

Misc :

ALS Vvial : 24 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_ F\Methods\8270-BF021622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127272.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 6.881 777 781 784 rBV 625967 509829 10.51% 1.530%
2 8.163 996 999 1004 rVB 850306 656879 13.54% 1.971%
3 8.457 1040 1049 1052 rBV5 67061 137967 2.84% 0.414%
4  8.498 1052 1056 1060 rBV6 55722 89382 1.84% 0.268%
5 8.575 1066 1069 1070 rBV 101626 93743 1.93% 0.281%
6 8.622 1075 1077 1080 rVB2 101990 93334 1.92% 0.280%
7 8.692 1086 1089 1091 rBV3 73371 95693 1.97% 0.287%
8 8.745 1095 1098 1100 rVB 130972 102057 2.10% 0.306%
9 8.781 1100 1104 1106 rBV3 122272 179005 3.69% 0.537%
10 8.845 1111 1115 1119 rVV7 153951 214479 4.42% 0.644%
11  8.904 1122 1125 1127 rVB3 211095 176281 3.63% 0.529%
12 8.933 1127 1130 1133 rBV4 134148 180897 3.73% 0.543%
13 9.039 1144 1148 1150 rBv4 215259 308531 6.36% 0.926%
14 9.116 1158 1161 1164 rBV5 151872 223274 4.60% 0.670%
15 9.157 1165 1168 1169 rVV 365160 325582 6.71% 0.977%
16 9.175 1169 1171 1177 rVB2 374154 416288 8.58% 1.249%
17 9.228 1177 1180 1183 rBV2 332817 380435 7.84% 1.142%
18 9.316 1191 1195 1198 rBV2 1139596 1308701 26.99% 3.927%
19 9.357 1200 1202 1206 rBV5 255412 420144 8.66% 1.261%
20 9.510 1226 1228 1233 rBV6 268288 323676 6.67% 0.971%
21  9.557 1233 1236 1237 rBV2 345491 340762 7.03% 1.023%
22 9.592 1237 1242 1246 rVV6 422757 835468 17.23% 2.507%
23 9.633 1246 1249 1253 rBV3 1961077 2774837 57.22% 8.326%
24  9.686 1256 1258 1262 rVB2 547343 641764 13.23%  1.926%
25 9.739 1265 1267 1270 rVB2 660822 653189 13.47% 1.960%
26 9.792 1273 1276 1278 rBV2 1772204 1761883 36.33% 5.287%
27 9.839 1278 1284 1288 rBV2 2499063 2887587 59.54%  8.665%
28 9.910 1294 1296 1302 rVB5 1174816 2131295 43.95% 6.395%
29 9.963 1302 1305 1309 rBV3 814900 1288994 26.58% 3.868%
30 10.033 1315 1317 1321 rBV4 572919 683316 14.09%  2.050%

31 10.180 1340 1342 1346 rBV3 1090227 1394332 28.75% 4
32 10.251 1351 1354 1356 rBV3 1114451 1404508 28.96% 4.2147%
33 10.304 1360 1363 1366 rVB3 1005462 1053137 21.72% 3
34 10.345 1366 1370 1375 rBV4 2484634 3664664 75.57% 10.
35 10.857 1453 1457 1465 rBV2 2869755 4849682 100.00% 14.552%

36 14.080 2003 2005 2009 rVB 438099 376133 7.76%  1.129%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30822\
Data File : BF127272.D

Acqg On : 08 Mar 2022 21:53
Operator : CG\JU

Sample : N1827-13 10X

Misc

ALS Vvial : 24 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_F\Methods\8270-BF021622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.562 2253 2257 2263 rVB 263164 347964  7.17%  1.044%

Sum of corrected areas: 33325692
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

7000000
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Time-->
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0
Time-->

: 08 Mar 2022 21:53
: CG\JU
: N1827-13 1eX

. 24

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030822\
BF127272.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P

TIC: BF127272.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030822\
Data File : BF127272.D

Acqg On : 08 Mar 2022 21:53
Operator : CG\JU

Sample : N1827-13 10X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Benzaldehyde butyl isopenty... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
8.457 4.20 ng 137967 Naphthalene-d8 8.163

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde butyl isopentyl acetal 250 C16H2602 1000431-62-0 50
2 1,3,4-Trimethyladamantane 178 C13H22 1000214-98-3 46
3 1,3-Dimethyl-5-ethyladamantane 192 C14H24 001687-35-0 43
4 1,3,5-Trimethyladamantane 178 C13H22 000707-35-7 38
5 Benzaldehyde diisopentyl acetal 264 C17H2802 1010431-61-7 35

Abundance Scan 1049 (8.457 min): BF127272.D\data.ms (-1040) () m/z 163.15 100.00%
168.2

107.1
5000 43.1

28.0 ‘ 8.20 8.40 8.60 8.80
o “:m\u”wm‘m‘u‘m‘;um m/z 177.20  65.52%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #135974: Benzaldehyde butyl isopentyl acetal
107.0

163.0 R
5000 i
8.20 8.40 8.60 8.80

41.0 m/z 107.10 53.30%
e
O‘\‘\\\’\\‘\\“\\\\“\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\“\\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52974: 1,3,4-Trimethyladamantane
163.0
AR RRRaaE e
820840860880
107.0
5.0 g0
Lol 180 | |
0‘\\u,\\ﬁ‘wl\WHNW‘HM\WH\WM\H\M\\W\\\
miz--> 20 80 100 120 140 160 180
Abundance #66988: 1,3-Dimethyl-5-ethyladamantane R A RRRRREE
168.0 8.20 8.40 8.60 8.80

m/z 41.10 47.92%

5000 107.0 MM
55.0 79.0
0 Ao 1l \‘\ J, | 1850 ‘ | 192.0

m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030822\
Data File : BF127272.D

Acqg On : 08 Mar 2022 21:53

Operator : CG\JU

Sample : N1827-13 10X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
: 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 6-(5-Methyl-furan-2-yl)-hex... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

sB1 s.asng 179005 Naphthalene-ds 8.163
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 6-(5-Methyl-furan-2-yl)-hexan-2-one 180
2 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152
3 trans,trans- and trans,cis-1,8-D... 180
4 4,6-Heptadien-2-one, 3,6-dimethy... 180

5 5-Octen-2-yn-4-0l

124

C11H1602
C10H160
C13H24
C12H200
C8H120

Abundance Scan 1104 (8.781 min): BF127272.D\data.ms (-1100) (-)

1000185-87-5 52
000464-48-2 49
1000111-73-2 46
077822-50-5 46
1010196-87-1 45

m/z 95.10 100.00%

95.1
5000
e EAREAmaEa T
8.40 8.60 8.80 9.00 9.20
0! m/z 81.10 54.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54703: 6-(5-Methyl-furan-2-yl)-hexan-2-one
95.0
5000 U L LU R
43.0 8.40 8.60 8.80 9.00 9.20
180.0 m/z 55.10  49.14%
122.0
0 \\\‘\‘\ T \“‘\ T \“\‘6\7‘\.9\““‘1‘\ T !“‘ \‘\“\ T ““\ T &4(\7\(\)‘ T “\ T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29373: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S
95.0
T
8.40 8.60 8.80 9.00 9.20
5000 40 o m/z 151.20  42.03%
152.0
0 15.0 1 \‘ ‘\ 123.0 | I
- \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55031: trans,trans- and trans,cis-1,8-Dimethylspiro[5.5]t AR RE R AR SRR
95.0 8.40 8.60 8.80 9.00 9.20
m/z 41.10 37.17%
5000 55.0
180.
‘ 123.0 80.0
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030822\
Data File : BF127272.D

Acqg On : 08 Mar 2022 21:53
Operator : CG\JU

Sample : N1827-13 10X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 unknown8.845 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.845 6.53 ng 214479 Naphthalene-d8 8.163

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(3,6-Dimethyl-2-pyrazinyl)-2-m... 178 C10H14N20 145984-66-3 18
2 Benzyl 2-bromoacetate 228 C9H9Bro2 005437-45-6 14
3 1-Pentene, 5-(2,2- dimethylcyclop... 164 C12H20 1000150-39-5 14
4 7-(2-Hydroxypropan-2-yl)-1,4a-di... 240 C15H2802 092857-25-5 14
5 2-Oxazolidinone, 4-methyl-5- phenyl 177 C1OH11NO2 054418-69-8 14

Abundance Scan 1115 (8.845 min): BF127272.D\data.ms (-1111) (-) m/z 55.10 100.00%

551
1071 177.2
149.2
5000 83.1
AR REEmaEEEE
8.60 8.80 9.00 9.20
(R m/z 57.10  93.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #52434: 1-(3,6-Dimethyl-2-pyrazinyl)-2-methyl-1-propano
107.0
5000 UL L L I BN B
178.0 8.60 8.80 9.00 9.20
m/z 41.10 82.60%
43.0 80.0 ‘135.0
0 T \\\“\‘\“\“\\l\\l\’\‘H“\H‘H\‘\“‘HH\HH‘HH’HH‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #109865: Benzyl 2-bromoacetate
107.0
AR ammanmssE R
8.60 8.80 9.00 9.20
5000 149.0 m/z 177.15 68.83%
79.0
51.0
ob2z0 | | ‘ 228.0
H‘_‘H‘H‘W‘H‘_‘H,H‘W‘H‘_‘H‘H‘w‘H‘W‘H‘H‘w
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #39839: 1-Pentene, 5-(2,2-dimethylcyclopropyl)-2-methyl A e
41.0 8.60 8.80 9.00 9.20
93.0 m/z 179.20  65.30%
69.0
5000
121.0
| ‘ 149.0
0! b ek e e AL CASE REHMEIEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.60 8.80 9.00 9.20

8270-BF021622.M Wed Mar 09 16:14:54 2022 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030822\
Data File : BF127272.D

Acqg On : 08 Mar 2022 21:53
Operator : CG\JU

Sample : N1827-13 10X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 unknown8.904 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.904 5.37 ng 176281 Naphthalene-d8 8.163

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H-1-Benzopyran, 3,4,4a,5,6,8a-h... 194 C13H220 041678-32-4 46
2 5-Methoxy-2-methylbenzothiazole 179 CSHONOS 1000342-71-0 43
3 Benzothiazole, 6-methoxy-2-methyl- 179 C9HINOS 002941-72-2 38
4 4-tert-Butylcatechol, dimethyl e... 194 C12H1802 1000352-79-6 35
5 Acetophenone, 2',4'-dimethoxy-3'... 194 C11H1403 060512-80-3 27

Abundance Scan 1125 (8.904 min): BF127272.D\data.ms (-1122) () m/z 179.20 100.00%

179.2
411 691
109.1
5000
145'1 \\‘\\\\‘\\\\‘\\\\‘\\\\’
8.60 8.80 9.00 9.20
0° #ﬁ%*ﬁ’ m/z 69.10 69.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #69345: 2H-1-Benzopyran, 3,4,4a,5,6,8a-hexahydro-2,5,!
179.0
5000 L B L R IR I |
430 690 8.60 8.80 9.00 9.20
107.0 m/z 41.10 64.78%
Ot T \H\ \‘i‘\‘\ \‘ \“ \““\ g \““H‘\“\‘\“‘\‘“ \“\”\ \“H\ }\3‘\?“(\)\ T { T rh T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54244: 5-Methoxy-2-methylbenzothiazole
179.0
A RAARmEaEE
8.60 8.80 9.00 9.20
5000 o 136.0 m/z 109.10  56.02%
150 450 : 95.0
0 \‘\ il \“““1 P TR S RRS N l‘\ aan
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54245: Benzothiazole, 6-methoxy-2-methyl- o RAARmmama
179.0 8.60 8.80 9.00 9.20
m/z 55.10 51.51%
5000
136.0
45.0 69.0 950
Y Y VWD WP ' B SR
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030822\
Data File : BF127272.D

Acqg On : 08 Mar 2022 21:53
Operator : CG\JU

Sample : N1827-13 10X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 unknown8.933 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.933 5.51 ng 180897 Naphthalene-d8 8.163

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1,2,4-Trimethylcyclohexyl)metha... 198 C12H2202 1000499-04-5 35
2 Cyclohexanecarboxylic acid, 4-pr... 368 C22H28N203 075941-67-2 35
3 2-Butenoic acid, 2-methyl-, 3-me... 168 C10H1602 083783-86-2 30
4 Succinic acid, dodec-2-en-1-yl t... 366 C22H3804 1000391-12-5 27
5 (Z)-(Z)-Hex-3-en-1-yl 2-methylbu... 182 C11H1802 084060-80-0 27

Abundance Scan 1130 (8.933 min): BF127272.D\data.ms (-1127) () m/z 55.10 100.00%

55.1
125.1
5000
AR RARRE R R RS
‘ ‘ ‘ ‘ 6.1 8.60 8.80 9.00 9.20
ob A BN b Ll m/z 69.10  96.05%
m/z--> 50 100 150 200 250 300 350
Abundance #73724: (1,2,4-Trimethylcyclohexyl)methanol, acetate (ist
69.0
125.0
5000 L B L B R
8.60 8.80 9.00 9.20
m/z 82.05 90.93%
029!-I
m/z--> 50 100 150 200 250 300 350
Abundance #277138: Cyclohexanecarboxylic acid, 4-propyl-, 4-butox:
69.0 125.0
AR R S
8.60 8.80 9.00 9.20
5000 m/z 41.10 71.85%
29.
0 “ ‘\‘ l ‘ M“\ by . I 73.0 216.0 368.1
T e e L B L B e e S e
m/z--> 50 100 150 200 250 300 350
Abundance #43215: 2-Butenoic acid, 2-methyl-, 3-methyl-2-butenyl e R RRARER R REEE RS
69.0 8.60 8.80 9.00 9.20
m/z 125.10 69.37%
5000
125.0
29.
m/z--> 50 100 150 200 250 300 350 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030822\
Data File : BF127272.D

Acqg On : 08 Mar 2022 21:53
Operator : CG\JU

Sample : N1827-13 10X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 unknown9.039 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.039 9.39 ng 308531 Naphthalene-d8 8.163

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis,trans-2-Ethylbicyclo[4.4.0]d... 166 C12H22 066660-38-6 41
2 2(1H)-Naphthalenone, octahydro-1... 180 C12H200 022738-31-4 41
3 2-(Fench-2-yl)fenchane 274 C20H34 1000105-83-1 35
4 cis,cis-2,9-Dimethylspiro[5.5]un... 180 C13H24 095472-51-8 30
5 cis,trans-2,9-Dimethylspiro[5.5]... 180 C13H24 095530-74-8 30

Abundance Scan 1148 (9.039 min): BF127272.D\data.ms (-1144) (-) m/z 81.10 100.00%

81.1
41.1
137.1
5000
180.2
109.1 80 T
- 8.80 9.00 9.20 9.40
0+ T m/z 69.10 82.14%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #41573: cis,trans-2-Ethylbicyclo[4.4.0]decane
137.0
81.0
5000 L LI L LA BN B U
550 166.0 8.80 9.00 9.20 9.40
m/z 41.10 75.88%
‘ ‘ ‘109.0
O \\’\\\H‘\"\M‘\‘\\“"‘\\‘\H\"\\“\\’h\\\“‘\\H‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54945: 2(1H)-Naphthalenone, octahydro-1,4a-dimethyl-,
41.0
69.0 e
8.80 9.00 9.20 9.40
5000 950 125.0 m/z 95.10  72.85%
180.0
H 152.0
obhl A E—
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #166411: 2-(Fench-2-yl)fenchane e EARERRE S
81.0 8.80 9.00 9.20 9.40
m/z 55.10 62.35%
137.0
5000
55.0 109.0
193.0
WL ‘ Iy I 274.(
0 rerpre e e e e e e e R
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030822\
Data File : BF127272.D

Acqg On : 08 Mar 2022 21:53
Operator : CG\JU

Sample : N1827-13 10X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Tetradecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.316 12.28 ng 1308700  Acenaphthene-d10 9.933

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 53
2 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 49
3 2,6,10-Trimethylundeca-1,3-diene 194 C14H26 1000222-09-1 35
4 Oxalic acid, cyclobutyl pentadec... 354 C21H3804 1010309-70-5 30
5 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 30

Abundance Scan 1195 (9.316 min): BF127272.D\data.ms (-1191) () m/z 57.10 100.00%
57.1

193.2
5000 95.1 1231
e
151.2 9.00 9.20 9.40 9.60
01 m/z 43.10 74.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74004: Tetradecane
57.0
5000 L L R R B B
85.0 9.00 9.20 9.40 9.60
290‘ m/z 41.10 73.38%
113. .
0 \\\‘\‘\‘\\"M\\H“\\“}\“1‘\\\““\\NS\‘O\“\]\.\4"].\'\O\‘\J‘-\6\9\.\O‘\\].\g\ﬁ\()\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
R R R
123.0 9.00 9.20 9.40 9.60
5000 69.0 950 m/z 193.20  72.60%
‘ ‘ 151.0
| Al \‘ \“ “ ‘ ‘\ ! \‘ |
o NMBISBINSSS SU ') RT U S M UMY SAB A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #69404: 2,6,10-Trimethylundeca-1,3-diene R AREEERRAEE
57.0 9.00 9.20 9.40 9.60
m/z 55.10 64.43%
5000 82.0
109.0
29.0 94.0
194.
e
bl L R SR
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60

8270-BF021622.M Wed Mar 09 16:14:58 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030822\
Data File : BF127272.D

Acqg On : 08 Mar 2022 21:53
Operator : CG\JU

Sample : N1827-13 10X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 unknown9.357 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.357 3.94 ng 420144  Acenaphthene-d10 9.933

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,4-dimethyl- 184 C13H28 017312-80-0 30
2 Tetradecane 198 C14H30 000629-59-4 30
3 Decane, 3-bromo- 220 C1OH21Br 030571-71-2 30
4 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 30
5 Undecane, 3-methyl- 170 C12H26 001002-43-3 30

Abundance Scan 1202 (9.357 min): BF127272.D\data.ms (-1200) () m/z 57.10 100.00%
57.1

5000 kvfﬁvﬂuJLVNJWMAvAﬁj
R REARRERRRE
9.00 9.20 9.40 9.60
[ — m/z 43.10  69.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59074: Undecane, 2,4-dimethyl-
43.0
85.0
5000 L L BN B BN B
9.00 9.20 9.40 9.60
m/z 71.10 59.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74004: Tetradecane
57.0
P Ty
9.00 9.20 9.40 9.60
5000 85.0 m/z 95.10 55.62%
29.0 ‘
113.0 198.0
bt b g2, 1410 690 1989
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #98236: Decane, 3-bromo- AN E e EAmAaREEES
57.0 9.00 9.20 9.40 9.60
m/z 85.10 48.86%
85.0
5000 141.0
0“‘_“WMHWWHM‘mh‘W‘H“H“ﬁ“W‘H“H“_‘H‘ e
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60

8270-BF021622.M Wed Mar 09 16:14:59 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030822\
Data File : BF127272.D

Acqg On : 08 Mar 2022 21:53

Operator : CG\JU

Sample : N1827-13 10X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Cyclohexane, 1-(cyclohexylm... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.592 7.84 ng 835468  Acenaphthene-di10 9.933

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-98-2 51
2 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-96-0 47
3 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 42
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 41
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 41

Abundance Scan 12
55.1

5000

97.1 141.1

42 (9.592 min): BF127272.D\data.ms (-1237) (-)

m/z 55.10 100.00%

%

9.50
0! m/z 97.10 68.41%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #69427: Cyclohexane, 1-(cyclohexylmethyl)-4-methyl-, tre
55.0
97.0
5000 —— |
9.50
194.0 m/z 141.05 65.55%
0\\\‘i”\\\m“\“ﬁzq.“}\\M‘\\‘lewz‘glw()\\‘\\\\1‘6\6\-\0\‘\\\‘\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #69423: Cyclohexane, 1-(cyclohexylmethyl)-3-methyl-, ci
55.0 97.0
—— ‘
9.50
5000 ITI/Z 41.10 60.54%
194.0
b o8 | amosio |
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #33160: Naphthalene, 1,4-dimethyl- —— ‘
156.0 9.50
m/z 156.10 60.34%
5000
115.0
Ol el bl M ivivs
m/z--> 40 60 80 100 120 140 160 180 200 220 9.50

8270-BF021622.M Wed Mar 09 16:15:00 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030822\
Data File : BF127272.D

Acqg On : 08 Mar 2022 21:53

Operator : CG\JU

Sample : N1827-13 10X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
: 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 unknown9.633 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
9.633  26.04 ng 2774840  Acenaphthene-d10 9.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzonitrile, 2-(4-methylphenyl)- 193 C14H11N 114772-53-1 18
2 2H-Spiro[1-benzofuran-3,2'-[1,3]... 193 C10H11NO3 1000387-33-4 18
3 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 15
4 Tetradecane, 1-bromo- 276 C14H29Br 000112-71-0 14
5 Spiro[2,4,5,6,7,7a-hexahydro-2-0... 208 C12H1603 1000197-10-9 14

Abundance Scan 1249 (9.633 min): BF127272.D\data.ms (-1246) () m/z 193.20 100.00%
193.2

57.1
5000 83.1 1231
P e
165.2 ‘ 9.50 10.00
0 Mo, 1652 1 12222 0 5710 64.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #68107: Benzonitrile, 2-(4-methylphenyl)-
198.0
5000 — —
165.0 9.50 10.00
m/z 41.10 57.33%
0 39.0 63.0 96.0 140.0
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67622: 2H-Spiro[1-benzofuran-3,2'-[1,3]dioxolane]-5-am
105.0 193.0
P e
9.50 10.00
5000 ITI/Z 69.10 55.59%
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7655: Cyclopentane, 1,1,3-trimethyl- T —
55.0 9.50 10.00
m/z 55.10 52.62%
83.0
5000
27.0
‘ 112.0
(TN | R —— — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BF021622.M Wed Mar 09 16:15:01 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030822\
Data File : BF127272.D

Acqg On : 08 Mar 2022 21:53
Operator : CG\JU

Sample : N1827-13 10X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 unknown9.686 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.686 6.02 ng 641764  Acenaphthene-di10 9.933

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 49
2 1-Methyl-3-(trifluoromethyl)-1H-... 193 C7H10F3N3 1000511-73-1 35
3 2-Amino-4-(trifluoromethyl)benze... 193 C7H6F3NS 004274-38-8 27
4 6-Methyl[1,3]dioxolo[4,5-Ff][1,3]... 193 C9H7NO2S 004791-94-0 22
5 9-Phenanthrenamine 193 C14H11N 000947-73-9 22

Abundance Scan 1258 (9.686 min): BF127272.D\data.ms (-1256) (-)  m/z 193.20 100.00%
198.2

109.1
5000 8Ll
55.1 137.2
P e
‘ ‘ “ H ‘ ‘ ‘ 9.50 10.00
ol L L i 20 E 2182 ) 16010 61.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
198.0
123.0
5000 69.0 950 — ——
9.50 10.00
m/z 95.10 60.06%
151.0
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #68158: 1-Methyl-3-(trifluoromethyl)-1H-pyrazol-4-amine,
1938.0
42.0 e ——
9.50 10.00
m/z 81.10 48.23%
5000 83.0
108.0
158.0
0‘1‘5“0‘\";“Hw‘wu“‘wm‘\‘_!u_‘3‘2‘?”H_H‘UMMHHW
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #68179: 2-Amino-4-(trifluoromethyl)benzenethiol T —
193.0 9.50 10.00
m/z 69.10 44..04%
5000
148.0
45.0 690 960 1230 ‘ |
o"w‘Hw“uu;“u‘mm‘u‘w‘w:‘wmw‘mmu‘me e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BF021622.M Wed Mar 09 16:15:02 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030822\
Data File : BF127272.D

Acqg On : 08 Mar 2022 21:53
Operator : CG\JU

Sample : N1827-13 10X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Hexa-2,4-dienylbenzene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.739 6.13 ng 653189  Acenaphthene-di10 9.933

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexa-2,4-dienylbenzene 158 C12H14 079482-86-3 50
2 5H-Benzocycloheptene, 6,7-dihydro- 144 C11H12 007125-62-4 43
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 144 C11H12 071721-26-1 40
4 Bicifadine, N-methyl 187 C13H17N 086215-53-4 39
5 Isoquinoline-3-carboxylic acid, ... 187 C11H9ONO2 1000494-85-3 38

Abundance Scan 1267 (9.739 min): BF127272.D\data.ms (-1265) () m/z 129.05 100.00%

129.1
5000
57.1 172.1 20
7.2
91.1 9.50 10.00
ol m/z 128.05  38.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #34708: Hexa-2,4-dienylbenzene
129.0
5000
158.0 950 1000
39.0 91.0 m/z 172.10  25.09%
O ’
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23569: 5H-Benzocycloheptene, 6,7-dihydro-
129.0
sl ~
9.50 10.00
5000 m/z 130.85  24.03%
270, %0 h
0 H“ﬂ‘w‘wmﬂmmwwﬂ““H,‘L‘NM‘W‘H“H“_‘H“H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23577: Bicyclo[4.2.0]octa-1,3,5-triene, 7-(2-propenyl)- e ——
129.0 9.50 10.00
m/z 57.10 21.77%
5000 103.0
0okl L — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BF021622.M Wed Mar 09 16:15:03 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030822\
Data File : BF127272.D

Acqg On : 08 Mar 2022 21:53
Operator : CG\JU

Sample : N1827-13 10X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.792 16.53 ng 1761880  Acenaphthene-d10 9.933

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 53
2 Z-8-Hexadecene 224 C16H32 1000130-87-5 44
3 1,7-Nonadiene, 4,8-dimethyl- 152 C11H20 062108-28-5 43
4 Silane, chlorodiethyl(2-methylpe... 222 C10H23C10Si 1000363-12-7 38
5 Acetic acid, chloro-, hexadecyl ... 318 C18H35C102 052132-58-8 25

Abundance Scan 1276 (9.792 min): BF127272.D\data.ms (-1273) () m/z 69.10 100.00%
69.1

5000 /\/‘J\/\J\AM
e e
294.9 9.50 10.00
0 m/z 55.10 82.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0
5000 69.0 95.0 — —
9.50 10.00
m/z 41.10 74.11%
151.0
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104593: Z-8-Hexadecene
41,0
e e
69.0 9.50 10.00
97.0 224.0 o
5000 m/z 83.10  68.25%
125.0
| | 1530 1960 |
Ol prrrr it el e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29498: 1,7-Nonadiene, 4,8-dimethyl- — —
41.0 . .
69.0 9.50 10.00 .
m/z 109.10 62.28%
5000
109.0
L d g ) | asre
0 e e el e b TR — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BF021622.M Wed Mar 09 16:15:03 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030822\
Data File : BF127272.D

Acqg On : 08 Mar 2022 21:53
Operator : CG\JU

Sample : N1827-13 10X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 unknown9.839

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
0.3 27.10ng 2887590  Acenaphthene-d1e 5.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
"1 1-(p-Fluorophenyl)-4-piperidone 193 CLIHI2FNO  1000238-56-7 27

2 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140
3 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10OH18
4 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18

085136-08-9 25
006876-13-7 25
000473-55-2 22

5 6-Nitroundec-5-ene 199 C11H21NO2 1000192-40-3 22
Abundance Scan 1284 (9.839 min): BF127272.D\data.ms (-1278) ()  m/z 193.20 100.00%
198.2
69.1 109.1
41.1
5000
137.1 =i s
165.2 9.50 10.00
owwwm 2202 m/z 69.10  63.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone
193.0
123.0
5000 — —
150.0 9.50 10.00
95.0 m/z 109.10 62.29%
42.0 ' ‘
O \177\.‘0\‘\\\‘\\\‘\‘6\9\.\0\‘}\\‘i‘\\‘\\‘1\\\‘\\‘\\‘\\\\‘\\ ‘\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20210: 2,6-Heptadienal, 2,4-dimethyl-
43.0 109.0
— —
69.0 9.50 10.00
5000 m/z 97.18  61.91%
138.0
0L180
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19558: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-, (1.alpha., P —
55.0 95.0 9.50 10.00
m/z 41.10 52.12%
5000
27.0
123.0
0! thﬁumm\ﬁ\u\w\u‘u\w\u\w\ — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BF021622.M Wed Mar 09 16:15:04 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030822\
Data File : BF127272.D

Acqg On : 08 Mar 2022 21:53
Operator : CG\JU

Sample : N1827-13 10X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 1-Naphthaleneacetic acid, 2... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.033 6.41 ng 683316  Acenaphthene-di10 9.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Naphthaleneacetic acid, 2-methyl- 200 C13H1202 000085-08-5 60
2 Naphthalene, 1-(1-methylethyl)- 170 C13H14 006158-45-8 60
3 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 60
4 Naphthalene, 2-(1-methylethyl)- 170 C13H14 002027-17-0 60
5 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 60

Abundance Scan 1317 (10.033 min): BF127272.D\data.ms (-1315) (| m/z 155.10 100.00%

155.1
57.1
5000
SN \
10.00
0+ m/z 57.10 74.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #75931: 1-Naphthaleneacetic acid, 2-methyl-
155.0
5000 200.0 10.00 |
m/z 170.10 43.83%
128.0
O ‘\\\\4’.5\\(\)\“\\7\1‘(\)\\\‘\\\\‘\‘!‘\\‘\\M‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45542: Naphthalene, 1-(1-methylethyl)-
155.0
128.0 10.00
5000 ITI/Z 71.10 37.45%
ol [k e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45543: 3-(2-Methyl-propenyl)-1H-indene — ‘
155.0 10.00
m/z 41.10 35.68%
5000
115.0
410 760 |
0! R —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030822\
Data File : BF127272.D

Acqg On : 08 Mar 2022 21:53
Operator : CG\JU

Sample : N1827-13 10X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Pentadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.180 13.08 ng 1394330  Acenaphthene-d10 9.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 87
2 Hentriacontane 437 C31H64 000630-04-6 86
3 Dodecane 170 C12H26 000112-40-3 74
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 72
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 64

Abundance Scan 1342 (10.180 min): BF127272.D\data.ms (-1340) (1 m/z 57.10 100.00%

57.1
5000
1t 1000 10.50
owuuw‘u]‘ﬂ‘ Mf;‘p‘ullu‘%1‘7;‘2‘_‘”_m_m_m m/z 71.10 87.71%
m/z--> 50 100 150 200 250 300 350 400
Abundance #90191: Pentadecane
57.0
5000 T —
10.00 10.50
m/z 43.10 69.39%
13.0 212.0
0 \\‘“\“!‘\“‘\“‘\“\“\i“‘\‘\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane
57.0
— —
10.00 10.50
5000 m/Z 85.10 65.66%
13.0
0 uhh d‘h:ﬂ h‘ I‘ | 136“9‘\0 l 2\2\59. L ‘30‘90 3650 437'
T A B I e R
m/z--> 50 100 150 200 250 300 350 400
Abundance #45479: Dodecane T ——
43.0 10.00 10.50
m/z 41.10 38.78%
5000 W
‘ ‘ %8.0 170.0
L
m/z--> 50 100 150 200 250 300 350 400 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030822\
Data File : BF127272.D

Acqg On : 08 Mar 2022 21:53
Operator : CG\JU

Sample : N1827-13 10X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Naphthalene, 1,4,6-trimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
10.251 13.18 ng 1404510  Acenaphthene-d10 9.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 93
2 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 93
3 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 92
4 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 91
5 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 83

Abundance Scan 1354 (10.251 min): BF127272.D\data.ms (-1351) (1 m/z 155.10 100.00%

155.1
5000 193.2
=~ —
9912 10.00 10.50
ol 52462 n/z 170.10  98.44%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #45532: Naphthalene, 1,4,6-trimethyl-
155.0
5000 A S
10.00 10.50
128.0 m/z 193.20 40.02%
530,890 ‘ \‘ | ;M ‘\
O\H’\\‘HN‘H‘\‘th\h\\“\\\‘\‘\‘\‘\\“\\ ‘\“\H‘\\H‘\H\‘\H\‘\H\
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #45531: Naphthalene, 1,4,5-trimethyl-
155.0
T —
10.00 10.50
5000 m/z 69.10 38.24%
128.0
63.0 89.0 H
0! P e
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #45535: Naphthalene, 1,6,7-trimethyl- —— ——
155.0 10.00 10.50
m/z 143.05 37.06%
5000
115.0
51.0 76.0 ‘
O e et el e e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030822\
Data File : BF127272.D

Acqg On : 08 Mar 2022 21:53
Operator : CG\JU

Sample : N1827-13 10X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 unknownl®.304 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

10.304 9.88 ng 1053140  Acenaphthene-d10 9.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (2E)-2-Heptylidenecyclohexanone 194 C13H220 173975-69-4 18
2 Silane, chlorodiethylhexyloxy- 222 C1OH23Cl0Si 1000363-74-4 14
3 2-Anthracenamine 193 C14H11N 000613-13-8 14
4 Milameline 154 C8H14N20 139886-32-1 11
5 3-Bromomethyl-3,6,6-trimethyl-cy... 216 C10H17Br 1000185-63-8 11

Abundance Scan 1363 (10.304 min): BF127272.D\data.ms (-1360) (1 m/z 193.20 100.00%
57.1 198.2

123.1
97.1
5000 157.1
7 o
293.2 i 10.00 10.50
0 ww%ﬁ%iom m/z 57.10  95.15%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #69270: (2E)-2-Heptylidenecyclohexanone
137.0
111.0
67.0
5000 — —
41.0 10.00 10.50
194.0 m/z 123.10 75.63%
0715.0 \“HM‘\ ‘M“\‘ \‘\‘i]\-‘Gf.\ol‘ T \‘\ ‘ TTTT ‘ TTTT ‘ TTTT ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #100843: Silane, chlorodiethylhexyloxy-
198.0
83.0 109.0 — P
10.00 10.50
5000 ITI/Z 69.10 72.25%
55.0
b 2% b 500830 | 220
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #68073: 2-Anthracenamine “ T
198.0 10.00 10.50
m/z 41.10 64.82%
5000 165.0
97.0
70.0, 139.0 Il
Ol et e — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030822\
Data File : BF127272.D

Acqg On : 08 Mar 2022 21:53
Operator : CG\JU

Sample : N1827-13 10X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 unknown1®.345 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

10.345 34.39 ng 3664660 Acenaphthene-d10 9.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Fluorobenzoic acid, 3-methylbu... 208 C12H13F02 154559-38-3 49
2 4,4-Dimethoxy-2,5-cyclohexadien-... 154 C8H1003 000935-50-2 46
3 3-Fluorobenzoic acid, 2,2,2-trif... 222 C9H6F402 1000325-53-8 46
4 2-Fluoro-N-(1,3-thiazol-2-yl)ben... 222 C1@H7FN20S 000319-38-0 46
5 Benzamide, 3-fluoro-N-methyl-N-p... 223 C13H18FNO 1000421-36-9 43

Abundance Scan 1370 (10.345 min): BF127272.D\data.ms (-1366) (1 m/z 123.10 100.00%
12B.1

5000
411 691 951
ooy 2072 - -
b, 000 o
0 H“‘H‘ﬂhﬂﬂw$‘NuJ:HWHM‘HMWMH‘_M‘?3%?H“ m/z 69.10  36.79%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #84687: 3-Fluorobenzoic acid, 3-methylbut-2-enyl ester
12B.0
68.0
5000 — e
10.00 10.50
41.0 95.0 m/z 109.10  35.20%
‘ h‘ | H\ | ‘ | 163.0  208.0
O\‘\\‘\\“\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #31892: 4,4-Dimethoxy-2,5-cyclohexadien-1-one
123.0

“ T
10.00 10.50
5000 m/z 55.10 34.80%

41.0
‘ 154.0
BT T T —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #102503: 3-Fluorobenzoic acid, 2,2,2-trifluoroethyl ester — —
128.0 10.00 10.50

m/z 81.10 34.63%

o

222.0
5000 95.0

50.0 | | ‘
O R e e e e

“ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030822\
Data File : BF127272.D

Acqg On : 08 Mar 2022 21:53
Operator : CG\JU

Sample : N1827-13 10X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Tridecane, 3-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.857 20.00 ng 4849680  Phenanthrene-di10 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 3-ethyl- 212 C15H32 013286-73-2 81
2 Pentadecane, 4-methyl- 226 C16H34 002801-87-8 68
3 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 64
4 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 64
5 Decane, 2-methyl- 156 C11H24 006975-98-0 58

Abundance Scan 1457 (10.857 min): BF127272.D\data.ms (-1453) (-1 m/z 57.10 100.00%

| W
5000 85.1
‘ 1131 e 1050 1100
153.1 H : :
0 m_m‘MHH‘_“‘wu‘_‘J“,umu:w‘mﬁlﬁ‘?%ﬂ‘f‘ﬁw m/z 71.10 88.33%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #90194: Tridecane, 3-ethyl-
43.0
71.0
5000 — ——
10.50 11.00
183.0 m/z 43.10 59.01%
99
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107233: Pentadecane, 4-methyl-
43.0 71.0
— ——
10.50 11.00
5000 m/z 85.10  37.65%
183.0
‘ ‘ 113.0 154.0 ‘ 211.0
0 m‘\‘m“‘}m‘\Mw‘l‘u\‘m\,\‘m‘m“wmwlm‘\m_m_m_m
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #176402: Hexadecane, 2,6,11,15-tetramethyl- — —
57.0 10.50 11.00
m/z 41.10 27.04%
5000
85.0
113.0 169.0
29.0
A O RN 2 N7 S
m/z--> 20 40 60 80 100120140160180200220240260 10.50 11.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030822\
Data File : BF127272.D

Acqg On : 08 Mar 2022 21:53
Operator : CG\JU

Sample : N1827-13 10X

Misc :

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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|
Benzaldehyde bu... 8.457 4.2 ng 137967 2 8.163 656879 20.0
6-(5-Methyl-fur... 8.781 5.5 ng 179005 2 8.163 656879 20.0
unknown8.845 8.845 6.5 ng 214479 2 8.163 656879 20.0
unknown8.904 8.904 5.4 ng 176281 2 8.163 656879 20.0
unknown8.933 8.933 5.5 ng 180897 2 8.163 656879 20.0
unknown9.039 9.039 9.4 ng 308531 2 8.163 656879 20.0
Tetradecane 9.316 12.3 ng 1308700 3 9.933 2131300 20.0
unknown9.357 9.357 3.9 ng 420144 3 9.933 2131300 20.0
Cyclohexane, 1-... 9.592 7.8 ng 835468 3 9.933 2131300 20.0
unknown9.633 9.633 26.0 ng 2774840 3 9.933 2131300 20.0
unknown9.686 9.686 6.0 ng 641764 3 9.933 2131300 20.0
Hexa-2,4-dienyl... 9.739 6.1 ng 653189 3 9.933 2131300 20.0
Decahydro-1,1,4... 9.792 16.5 ng 1761880 3 9.933 2131300 20.0
unknown9.839 9.839 27.1 ng 2887590 3 9.933 2131300 20.0
1-Naphthaleneac... 10.033 6.4 ng 683316 3 9.933 2131300 20.0
Pentadecane 10.180 13.1 ng 1394330 3 9.933 2131300 20.0
Naphthalene, 1,... 10.251 13.2 ng 1404510 3 9.933 2131300 20.0
unknown10. 304 10.304 9.9 ng 1053140 3 9.933 2131300 20.0
unknown10.345 10.345 34.4 ng 3664660 3 9.933 2131300 20.0
Tridecane, 3-et... 10.857 20.0 ng 4849680 4 11.445 4849680 20.0
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