LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP091719\
Data File : BP000275.D

Aca On : 17 Sep 2019 16:13

Operator : HP/JU

Sample : K4918-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP091619 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.417 561 566 569 rVB 4523580 4547332 78.25% 8.995%
2 5.964 649 659 663 rBV7 61183 185445 3.19% 0.367%
3 6.322 715 720 724 rBV2 144324 186912 3.22% 0.370%
4 6.428 734 738 745 rVB 5141352 4844247 83.36% 9.582%
5 6.564 757 761 764 rBVY 5908763 5000640 86.05% 9.891%
6 6.622 768 771 772 rBV 261924 197423 3.40% 0.391%
7 6.793 796 800 803 rBVY 1999369 1533909 26.40% 3.034%
8 6.952 823 827 830 rBVY 4972331 4208449 72.42% 8.324%
9 7.193 865 868 872 rBV2 214221 211056 3.63% 0.417%
10 7.352 888 895 897 rBVY 2914181 2633303 45.32% 5.209%

11 8.075 1014 1018 1020 rBV 2478746 1911362 32.89%% 3.781%
12 8.422 1073 1077 1080 rBVv3 198733 209373 3.60% 0.414%
13 8.846 1143 1149 1154 rBV 3564903 3834648 65.99% 7.585%
14 8.916 1159 1161 1163 rBV 234530 184023 3.17% 0.364%
15 8.952 1163 1167 1172 rBV5 140523 246128 4.24% 0.487%

16 9.063 1182 1186 1191 rBV6 266188 617140 10.62% 1.221%
17 9.152 1198 1201 1204 rBV 7410331 5811102 100.00% 11.495%
18 9.181 1204 1206 1208 rBV 206854 174423 3.00% 0.345%
19 9.234 1211 1215 1218 rBV2 384160 570342 9.81% 1.128%
20 9.263 1218 1220 1222 rBV2 276562 265909 4._.58% 0.526%

21 9.293 1222 1225 1226 rBV 386939 365455 6.29% 0.723%
22 9.310 1226 1228 1232 rVB3 694230 573330 9.87% 1.134%
23 9.352 1232 1235 1238 rBV2 777200 813825 14.00% 1.610%
24 9.410 1242 1245 1246 rBV2 428443 360814 6.21% 0.714%
25 9.469 1253 1255 1257 rBV3 462665 357504 6.15% 0.707%

26 9.546 1265 1268 1272 rBV2 1238412 1756964 30.23% 3.475%
27 9.734 1298 1300 1302 rBV2 1091753 859890 14.80% 1.701%
28 9.781 1306 1308 1311 rBV3 944771 974126 16.76% 1.927%
29 9.840 1315 1318 1323 rVB 2167274 2382663 41.00% 4.713%
30 9.893 1323 1327 1330 rBv4 870213 1918687 33.02% 3.795%

31 9.957 1336 1338 1341 rBV2 1377628 1305799 22.47% 2.583%
32 10.116 1362 1365 1367 rBV2 1432116 1513134 26.04% 2.993%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP091719\
Data File : BP000275.D

Aca On : 17 Sep 2019 16:13

Operator : HP/JU

Sample : K4918-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP091619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 50555357
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA P\DATA\BP091719\

BP000275.D

17 Sep 2019 16:13

HP/JU

K4918-07

15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA P\METHODS\8270-BP091619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP091719\
Data File : BP000275.D

Aca On : 17 Sep 2019 16:13

Operator : HP/JU

Sample : K4918-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP091619._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Tiglic acid Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.

5.96 2.42 ng 185445 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tialic acid 100 C5H802 000080-59-1 50
2 trans-2-Pentenoic acid 100 C5H802 013991-37-2 49
3 2-Pentenoic acid 100 C5H802 000626-98-2 46
4 2-Methvlcvclopropanecarboxvlic acid 100 C5H802 029555-02-0 38
5 2-Butenoic acid, 3-methyl- 100 C5H802 000541-47-9 38

Abundance Scan 658 (5.958 min): BP000275.D (-649) (-) m/z 55.10 100.00%

100
5000

5.60 5.80 6.00 6.20

e

207
o 32163 253281 324353 396426 480 536 m/z 43.05 98.94Y%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3660: Tiglic acid

55 100

5000
5.60 5.80 6.00 6.20

m/z 100.00 58.18%

B

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3685: trans-2-Pentenoic acid
5
100 5.60 5.80 6.00 6.20
5000 m/z 82.05 48.55%
27
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3671: 2-Pentenoic acid
5 5.60 5.80 6.00 6.20
m/z 99.05 44 .27%
27 100
5000
o R B i B e e L B B s o e e A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP091719\
Data File : BP000275.D

Aca On : 17 Sep 2019 16:13

Operator : HP/JU

Sample : K4918-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP091619._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Mesitylene Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.

6.32 2.44 ng 186912 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mesitvlene 120 C9H12 000108-67-8 90
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 90
3 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 90
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 90
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90

Abundance Scan 720 (6.322 min): BP000275.D (-715) (-) m/z 105.10 100.00%
105
5000
6.00 6.20 6.40 6.60
Ol .J.L.i, J 140 176207 242 276305 346 397 433161490520549 m/z 120.05 30.32%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9401: Mesitylene
105
5000
6.00 6.20 6.40 6.60
m/z 77.00 10.26%
39 77
OI”"P'hh"”I'”' LU DAL SN B AL SULILIL DL B
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9421: Benzene, 1,2,4-trimethyl-
105
6.00 6.20 6.40 6.60
5000 m/z 79.05 8.91%
. 39 77
iz 0 s 100 1% 300 2% 3w 3o 40 4% 500 5%
Abundance #9424: Benzene, 1- ethyl 4- methyl L L L N N N BB |
105 6.00 6.20 6.40 6.60
m/z 103.10 8.40%
5000
39 77
-+ e
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP091719\
Data File : BP000275.D

Aca On : 17 Sep 2019 16:13

Operator : HP/JU

Sample : K4918-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP091619._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknown6.56 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

6.56 65.20 ng 5000640 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 12
3 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 760 (6.558 min): BP000275.D (-757) (-) m/z 132.05 100.00%
132
5000
68
%6 620 640 6.60 680
40 . . : :
obiads o | 159 202 252283311330 383411438 477 520549 m/z 68.10 35.48%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 SAARILARERE SRR AR
o7 6.20 640 6.60 6.80
3 m/z 134.05 31.85%
0 ?VL SIS AL S DL SR UL LI SN I
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
AL U AN
6.20 6.40 6.60 6.80
5000 m/z 66.05 23.17%
oz 10
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14510: 4-Methylpyrrolo[1,2-a]pyrazine R B i
132 6.20 6.40 6.60 6.80

m/z 96.10 15.47%

5000 104

52

ot e e e m——

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP091719\
Data File : BP000275.D

Aca On : 17 Sep 2019 16:13

Operator : HP/JU

Sample : K4918-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP091619._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Benzene, 1,2,3-trimethyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.

6.62 2.57 ng 197423 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 95
3 Mesitvlene 120 C9H12 000108-67-8 91
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91

Abundance Scan 771 (6.622 min): BP000275.D (-768) (-) m/z 105.10 100.00%
105
5000
7 6.20 6.40 6.60 6.80 7.00
39
Ol L 139169 203 253284 332 363390420447 483 533 m/z 120.05 42.91%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
5000

6.20 6.40 6.60 6.80 7.00
m/z 119.05 12 .35%

39 77
o O
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9420: Benzene, 1,2,4-trimethyl-
105
6.20 6.40 6.60 6.80 7.00
5000 m/z 77.10 10.56%
27 i
Op.h%hhk}“...“...“..........w...w...w...w...w
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9401: Mesitylene
105 6.20 6.40 6.60 6.80 7.00
m/z 91.05 9.94Y%
5000
39 17
0||||L|||||||||||||||||||||||||||||||||||||||||||||||| _rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_ﬁ
m/z--> 0 50 100 150 200 250 300 350 400 450 500 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP091719\
Data File : BP000275.D

Aca On : 17 Sep 2019 16:13

Operator : HP/JU

Sample : K4918-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP091619._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Phthalic anhydride Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

8.85 40.12 ng 3834650 Naphthalene-d8 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic anhvdride 148 C8H403 000085-44-9 95
2 1.2-Benzenedicarboxvlic acid 166 C8H604 000088-99-3 83
3 Bicvclol4.2.0locta-1.3.5-triene-... 132 C8H402 006383-11-5 78
4 Phthalamic acid 165 C8H7NO3 000088-97-1 78
5 Phthalic acid, monoethyl ester 194 C10H1004 002306-33-4 59

Abundance (?can 1150 (8.852 min): BP000275.D (-1143) (-) m/z 104.00 100.00%
104
76
5000
e 860 880 9.00 920
38 : : : :
Olprrrs ! el 191220 252283313 363 398 437 475506 549 m/z 76.05 61.00%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #23154: Phthalic anhydride
104
76
5000 148 R SRS RARSSAARLE NS

8.60 8.80 9.00 9.20
m/z 50.00 20.37%

38
O e L o o e L i S I SR B o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35571: 1,2-Benzenedicarboxylic acid
76 104
18 8.60 8.80 9.00 9.20
5000 m/z 148.10 18.26%
148
O I o e L i e o e o R o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14488: Bicyclo[4.2.0]octa-1,3,5-triene-7,8-dione T P
7 104 8.60 8.80 9.00 9.20
m/z 74.00 14 .55%
5000
38 132
0,[‘,,, A o o o R T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP091719\
Data File : BP000275.D

Aca On : 17 Sep 2019 16:13

Operator : HP/JU

Sample : K4918-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP091619._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 +trans-.beta.-lonone Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.

8.95 2.58 ng 246128 Naphthalene-d8 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-. beta.—lonone 192 C13H200 000079-77-6 68
2 3-Buten-2-one. 4-(2.6.6-trimethv... 192 C13H200 014901-07-6 58
3 1.3.5.7- Tetramethvl adamantane 192 C14H24 001687-36-1 58
4 1.3.5.6-Tetramethvladamantane 192 C14H24 034694-70-7 49
5 4(1H)-Pteridinone, 2-amino-6-met... 177 C7H7N50 000708-75-8 43

Abundance Scan 1167 (8.952 min): BP000275.D (-1163) (-) m/z 177.15 100.00%
177
5000 107
i 135 8.60 8.80 9.00 9.20
o 06 239 293322 363391 424454 489519549 m/z 107.10 43 .66%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54600: trans-.beta.-lonone
43 177
5000 RS SR AR SRR

8.60 8.80 9.00 9.20
m/z 121.10 38.31%

91 135
0,”!.%Mmmm$ﬂlh.s,”..,”.....w..” N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54653: 3-Buten-2-one, 4-(2,6,6-trimethyl-1-cyclohexen-1-yl)-
177
8.60 8.80 9.00 9.20
e m/z 93.10 25.57%
93 135
I O N N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54702: 1,3,5,7-Tetramethyl-adamantane AR R EAEEE S S
177 8.60 8.80 9.00 9.20
m/z 191.20 19.80%
5000 121
55 91
N T T 1
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP091719\
Data File : BP000275.D

Aca On : 17 Sep 2019 16:13

Operator : HP/JU

Sample : K4918-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP091619._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 1,3,5,6-Tetramethyladamantane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.

9.06 5.18 ng 617140 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.5.6-Tetramethvladamantane 192 C14H24 034694-70-7 96
2 trans-.beta.-lonone 192 C13H200 000079-77-6 52
3 Phenol. 2.4-bis(1l-methvlpropvl)- 206 C14H220 001849-18-9 50
4 3-Buten-2-one. 4-(2.6.6-trimethv... 192 C13H200 014901-07-6 50
5 Octamethyl-1,4-cyclohexadiene 192 C14H24 172684-93-4 49

Abundance Scan 1185 (9.057 min): BP000275.D (-1182) (-) m/z 177.20 100.00%
177
5000 121
" ||l }h 150 (is 252281 315343 378 415445472501 532 8.80 9.00 9.20 9.40
ob b bR EZL ||| 227281 315343 378 415445472501582 | ps57151 10 39.18Y%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54697: 1,3,5,6-Tetramethyladamantane
177
5000 I R L UL
121 8.80 9.00 9.20 9.40
55 m/z 107.10 33.22%
91
o 49
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54598: trans-.beta.-lonone
177
880 9.00 920 940
5000 43 m/z 191.20 22.11%
91 135
0 H”UMLUHhIﬂIﬂII””I””I”” e AL R e B
m/z--> o 50 100 150 200 250 300 350 400 450 500 550
Abundance #66103: Phenol, 2,4-bis(1-methylpropyl)-
177 8.80 9.00 9.20 9.40
m/z 93.10 20.74%
5000
206
29 57 10513‘5
m/z--> 6 55 160 1%0 200 250 300 3%0 400 4%0 560 séo &éo 960 950 gho
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP091719\
Data File : BP000275.D

Aca On : 17 Sep 2019 16:13

Operator : HP/JU

Sample : K4918-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP091619._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 unknown9.23 Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.

9.23 4.79 ng 570342 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 46
2 3-Buten-2-one. 4-(2.5.6.6-tetram... 206 C14H220 000079-70-9 43
3 (7a-1sopropenvl-4 . 5-dimethvlocta... 222 C15H260 1000187-02-9 42
4 _beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 40
5 2,4,5,5,8a-Pentamethyl-6,7,8,8a-... 206 C14H220 1000195-40-9 38

Abundance Scan 1214 (9.228 min): BP000275.D (-1211) (-) m/z 191.20 100.00%
191
5000
107135
41 69 8.80 9.00 9.20 9.40 9.60
16
ol 20249 304332 369 401 442471 506535 m/z 107.10 32 .08%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #66143: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl)
191
5000 NSRS SRR R A
57 8.80 9.00 9.20 9.40 9.60
m/z 121.10 31.39%
] 93121149
oh i mmhimn P N
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #66152: 3-Buten-2-one, 4-(2,5,6,6-tetramethyl-1-cyclohexen...
191
8.80 9.00 9.20 9.40 9.60
5000 m/z 135.10 29.31%
41
e o7 10
0|||||l||‘“||||||‘| ‘|||||||||||||||||||||||||||||
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #79457: (7a-Isopropenyl-4,5-dimethyloctahydroinden-4-ylme... RS R e e e
191 8.80 9.00 9.20 9.40 9.60
95 m/z 177.20 26 .47%
135
s000{ 41
163
0‘
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 8.80 9.00 9.20 9.40 9.60

8270-BP091619.M Wed Sep 18 17:33:44 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP091719\
Data File : BP000275.D

Aca On : 17 Sep 2019 16:13

Operator : HP/JU

Sample : K4918-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP091619._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 unknown9.26 Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.

9.26 2.23 ng 265909 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo-4-fluoroaniline 189 C6H5BrFN 001003-98-1 49
2 4-Bromo-2-fluoroaniline 189 C6H5BrFN 000367-24-8 49
3 Phenol. 2.6-dichloro-4-(1-methvl... 218 C10H12CI20 034593-74-3 43
4 7-Hvdroxv-2.5.8-auinoline trione 191 C9H5N0O4 015544-54-4 22
5 4-Fluoro-3-trifluoromethylbenzoi... 362 C19H26F402 1000338-92-3 14

Abundance Scan 1219 (9.257 min): BP000275.D (-1218) (-) m/z 189.20 100.00%
189
5000
119
u 55 550 540 580
161 . . .
o 220 251279308 348375404432 466 512540 n/z 191.20  33.07%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #52521: 2-Bromo-4-fluoroaniline
189
83
5000 110

9.00 9.20 9.40 9.60
m/z 119.10 28.13%

5.
0 ??e#...L,....f?%. .,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #52520: 4-Bromo-2-fluoroaniline
189
T T T
9.00 9.20 9.40 9.60
5000 m/z 95.10 26.18%
83110
o 28 %) J|J 161
R I o i L L o o o e B o O R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #75208: Phenol, 2,6-dichloro-4-(1-methylpropyl)- T

900 920 940 960
m/z 81.10 21.38%

ey

m/z--> 50 100 150 200 250 300 350 400 450 500 550 9.00 9.20 9.40 9.60

5000

8270-BP091619.M Wed Sep 18 17:33:45 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP091719\
Data File : BP000275.D

Aca On : 17 Sep 2019 16:13

Operator : HP/JU

Sample : K4918-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP091619._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Phenol, 3,5-bis(l1,1-dimethy... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

9.29 3.07 ng 365455 Acenaphthene-d10 9.84

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 3.5-bis(1l.1-dimethvlethvl)- 206 C14H220 001138-52-9 72
2 _.beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 64
3 3-Buten-2-one. 4-(2.5.6.6-tetram... 206 C14H220 000079-70-9 59
4 2-Imino-6-mercapto-4.4-dimethvl-... 206 C9H10N4S 1000276-00-7 58
5 1,4,5,6-Tetrahydrocyclopentapyra... 326 C19H26N40 1000265-46-6 53
Abundance Scan 1225 (9.293 min): BP000275.D (-1222) (-) m/z 191.20 100.00%

191
5000
121
4 91 163 9.00 9.20 9.40 9.60
TV ¥ ! fhrt 220 267298327355383 427456483 534 | m/z 121.10 34.79%%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #66114: Phenol, 3,5-bis(1,1-dimethylethyl)-
191
57
5000 U AR R IR

9.00 9.20 9.40 9.60
m/z 135.10 16.31%

2]9 91 135163

Ot A e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #66096: .beta.-iso-Methyl ionone
191
R R RAS B S
9.00 9.20 9.40 9.60
5000 28 m/z 192.20 15.58%
135163
m/z--> O 50 100 150 200 250 300 350 400 450 500 550
Abundance #66152: 3-Buten-2-one, 4-(2,5,6,6-tetramethyl-1-cyclohexen... A man e
191 9.00 9.20 9.40 9.60
m/z 107.10 13.22%
5000
41
X 69 107 149
Ot A b e e A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.00 9.20 9.40 9.60

8270-BP091619.M Wed Sep 18 17:33:45 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP091719\
Data File : BP000275.D

Aca On : 17 Sep 2019 16:13

Operator : HP/JU

Sample : K4918-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP091619._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 7-Hexadecyn-1-ol Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.

9.31 4.81 ng 573330 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Hexadecvn-1-ol 238 C16H300 000822-21-9 60
2 Cvclooctene. 3-methvl- 124 C9H16 013152-05-1 55
3 2.6-Dimethvibicvclol3.2.11octane 138 C10H18 1000215-28-2 51
4 Butanoic acid. 3-methvl-. 3.7-di... 240 C15H2802 068922-10-1 46
5 Bicyclo[2.2.2]octane, 2-methyl- 124 C9H16 000766-53-0 43

Abundance Scan 1228 (9.310 min): BP000275.D (-1226) (-) m/z 177.20 100.00%
7
55
82

5000
9.00 9.20 9.40 9.60
220
0 253281308 347375 408437 468 517545 m/z 55.10 81.53%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92513: 7-Hexadecyn-1-ol

95

5000

9.00 9.20 9.40 9.60
m/z 57.10 76 .59%

01
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #10648: Cyclooctene, 3-methyl-
67
R N R e e  REEEEEE R
9.00 9.20 9.40 9.60
5000 9% m/z 81.10 76.11%
V 124
o+ e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #16936: 2,6-Dimethylbicyclo[3.2.1]octane B AEEEEEEE L
81 9.00 9.20 9.40 9.60
m/z 82.10 76.09%
5000
41
09
138
MMM St NN
m/z--> 50 100 150 200 250 300 350 400 450 500 550 9.00 9.20 9.40 9.60

8270-BP091619.M Wed Sep 18 17:33:46 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP091719\
Data File : BP000275.D

Aca On : 17 Sep 2019 16:13

Operator : HP/JU

Sample : K4918-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP091619._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 unknown9.35 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
9.35 6.83 ng 813825 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricvclazole 189 C9H7N3S 041814-78-2 35
2 Cedrene-V6 204 C15H24 1000162-76-8 20
3 Benzene. 1.3.5-tris(1l-methvlethvl)- 204 C15H24 000717-74-8 20
4 (-)-1.2.2.alpha..3.3.4.6.7.8.8.a... 204 C15H24 1000365-86-7 20
5 3,5-Dichloro-2-hydroxyacetophenone 204 C8H6CI1202 003321-92-4 18

Abundance Scan 1235 (9.352 min): BP000275.D (-1232) (-)
189
5000 107 162
41 7 134
o 20 267 304334 368 401 440 489 521549
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52686: Tricyclazole
189
5000
161
65 118
0 ..‘fFPri“L‘l,. B e e e A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #64261: Cedrene-V6
189
133
5000
41 105
il o
Ol e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #64385: Benzene, 1,3,5-tris(1-methylethyl)-
189
5000 161
43
133
15 . }
0,....‘,...‘.l,[.‘..‘.‘,...

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

m/z 189.20 100.00%

o

900 920 940 9.60

m/z 205.30 70.46%

i

9.00 9.20 9.40 9.60

m/z 107.10 51.30%

9.00 9.20 9.40 9.60

m/z 191.20 50.89%

9.00 9.20 9.40 9.60

m/z 90.10 49_17%

9.00 9.20 9.40 9.60

8270-BP091619.M Wed Sep 18 17:33:46 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP091719\
Data File : BP000275.D

Aca On : 17 Sep 2019 16:13

Operator : HP/JU

Sample : K4918-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP091619._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 6S-2,3,8,8-Tetramethyltricy... Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.

9.41 3.03 ng 360814 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6S-2.3.8.8-Tetramethvltricvclol5... 204 Cl15H24 137235-48-4 50
2 Spirol5.5Tundec-2-ene. 3.7.7-tri... 204 C15H24 018431-82-8 30
3 9-Methviltetracvclol7.3.1.0(2.7).... 204 C15H24 1000215-30-5 25
4 Ethanone. 1-(2.4.5-triethviphenvl)- 204 C14H200 002715-54-0 25
5 p-Hexylacetophenone 204 C14H200 037592-72-6 22

Abundance Scan 1245$(9.410 min): BP000275.D (-1242) (-) m/z 189.20 100.00%
189
5000 15
79307 By | AV, L A
4 9.00 9.20 9.40 9.60 9.80
221
0 252281 326354 391422 459485 528 m/z 203.20 67 .99%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #64413: 65—2,3,%,8—Tetramethy|tricyc|0[5. 2.2.0(1,6)]undec-...
189
5000
9.00 9.20 9.40 9.60 9.80
69 119, m/z 163.20  50.69%
o "lehhhllll N N—
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #64427: Spiro[5.5]undec-2-ene, 3,7,7-trimethyl-11-methylen...
93 189
41 ARAERARAERARSERARSE RN
9.00 9.20 9.40 9.60 9.80
5000 121 m/z 156.10 36.51%
lel
] .Jﬁ.. e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #64405: 9-Methyltetracyclo[7.3.1.0(2.7).1(7.11)]tetradecane
189 9.00 9.20 9.40 9.60 9.80
m/z 204.20 27.71%
5000
93
41 147
o A AR AERARRE
m/z--> 50 100 150 200 250 300 350 400 450 500 9.00 9.20 9.40 9.60 9.80

8270-BP091619.M Wed Sep 18 17:33:47 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP091719\
Data File : BP000275.D

Aca On : 17 Sep 2019 16:13

Operator : HP/JU

Sample : K4918-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP091619._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 unknown9.47 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.47 3.00 ng 357504 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (-)-1.2.2.alpha..3.3.4.6.7.8.8.a... 204 C15H24 1000365-86-7 38
2 (.eta.(5)-Cvclopentadienvl)(.eta... 204 C11H13Co 1000112-22-5 38
3 Benzene. 1.3.5-tris(l-methvlethvl)- 204 C15H24 000717-74-8 35
4 47 -tert-Butvl-27.6"-dimethvlacet... 204 C14H200 002040-10-0 20
5 Glutarimide, N-(3-methylphenyl)- 203 C12H13N02 1000360-92-6 18
Abundance Scan 1255 (9.469 min): BP000275.D (-1253) (-) m/z 189.20 100.00%

5000

9.20 9.40 9.60 9.80
m/z 203.20 75.18%

ol 1 252281 325355387 429 483511542
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #64502: (-)-1,2,2.alpha.,3,3,4,6,7,8,8.alpha.-decahydro-2....
189
5000
133 9.20 9.40 9.60 9.80
a m/z 107.10 64.34%
1
c,..lﬁm..litﬂ? S —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #63902: (.eta.(5)-Cyclopentadienyl)(.eta.(4)-5-methyl-1,3-...
189
R B B e
9.20 9.40 9.60 9.80
5000 m/z 163.20 53.41%
59 124
96
ol e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #64387: Benzene, 1,3,5-tris(1-methylethyl)-
189 9.20 9.40 9.60 9.80
161 m/z 177.20 39.06%

5000{ 43 91

119

m/z--> O 50 100 150 200 250 300 350 400 450 500 550 9.20 9.40 9.60 9.80

8270-BP091619.M Wed Sep 18 17:33:48 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP091719\
Data File : BP000275.D

Aca On : 17 Sep 2019 16:13

Operator : HP/JU

Sample : K4918-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP091619._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 Decahydro-8a-ethyl-1,1,4a,6... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.

9.73 7.22 ng 859890 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-8a-ethvl-1.1.4a.6-tetr... 222 C16H30 1000100-23-6 70
2 photocitral B 152 C10H160 006040-45-5 35
3 Cvclohexanecarboxamide. N-furfurvl- 207 C12H17N0O2 006341-32-8 25
4 Propanamide. N-(4-ethoxvphenvl)- 193 C11H15N02 019314-14-8 18
5 Acetic acid, [4-(1,1-dimethyleth... 222 C13H1803 088530-52-3 15

Abundance Scan 1299 (9.728 min): BP000275.D (-1298) (-) m/z 95.10 100.00%
95 123
207
5000
9.40 9.60 9.80 10.00
o 34 267 301 347 382 415 448 486 517544 m/z 123.15 36 61%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #79579: Decahydro-8a-ethyl-1,1,4a,6-tetramethyInaphthalene
95 123 207
69
5000 SRR SRR
9.40 9.60 9.80 10.00
151 m/z 97.10 77 .94%
Oy ﬁw"w'h“l'“' LRI S S AL SR AL
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #25079: photocitral B
81 123
41 SRR SRR
9.40 9.60 9.80 10.00
5000 m/z 207.30 75.73%
152
L L S W L AL B I IS I
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #66823: Cyclohexanecarboxamide, N-furfuryl- e A BEERE RS S
81 9.40 9.60 9.80 10.00
55 207 m/z 55.10 67.97%
5000
11 152
0 w”'idhi"'w%qu'“' Y UL AL BRI WAL BRI B USRI RS N RN
m/z--> 50 100 150 200 250 300 350 400 450 500 550 9.40 9.60 9.80 10.00

8270-BP091619.M Wed Sep 18 17:33:48 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP091719\
Data File : BP000275.D

Aca On : 17 Sep 2019 16:13

Operator : HP/JU

Sample : K4918-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP091619._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 17 unknown9.78 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

9.78 8.18 ng 974126 Acenaphthene-d10 9.84

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-1-one. 2.3-dihvdro-5.6-... 206 C12H1403 004082-25-1 35
2 2-Fluoro-5-(trifluoromethvl)acet... 206 C9H6F40 202664-53-7 35
3 4-Fluoro-2-(trifluoromethvl)acet... 206 C9H6F40 208173-21-1 35
4 2-OQuinolinecarboxvlic acid. 6-fl... 207 C10H6FNO3 1000337-36-2 30
5 2,4,5,5,8a-Pentamethyl-6,7,8,8a-... 206 C14H220 1000195-40-9 27
Abundance Scan 1308 (9.781 min): BP000275.D (-1306) (-) m/z 191.20 100.00%

191
107 168
5000
55 35
19 040 9.60 9.80 10.00
ol 248276305 359390 434 486 519547 m/z 163.20 66_93%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #65807: 1H-Inden-1-one, 2,3-dihydro-5,6-dimethoxy-3-methyl-
191
5000 BSRBE SRS SRR R

9.40 9.60 9.80 10.00
m/z 107.10 59.36%

163
lnllll05135 ].

Oty Ao At A b
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #66543: 2-Fluoro-5-(trifluoromethyl)acetophenone
191
o R maa T
9.40 9.60 9.80 10.00
5000 m/z 109.10 44 _85%
43 163
15 ‘ 75 113 |
ol b e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #66545: 4-Fluoro-2-(trifluoromethyl)acetophenone L B o
191 9.40 9.60 9.80 10.00
m/z 121.10 42 .68%
5000{ 43 163
15 75 113
N Y PO N — e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9. 40 9.60 9. 80 10.00

8270-BP091619.M Wed Sep 18 17:33:49 2019 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP091719\
Data File : BP000275.D

Aca On : 17 Sep 2019 16:13

Operator : HP/JU

Sample : K4918-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP091619._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 18 unknown9.89 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.89 16.11 ng 1918690 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.6-Trimethyl-2-(4-methvl-pent... 206 C14H220 1000193-58-6 47
2 Cvclohexene. 1.5.5-trimethvl-6-a... 180 C12H200 211563-96-1 43
3 2.2-Dimethvlocta-3.4-dienal 152 C10H160 000590-71-6 38
4 3-Fluorobenzoic acid. allvl ester 180 C10H9FO02 1000279-04-2 38
5 Acetonitrile, 2-(4-methoxyphenoxy)- 163 C9HINO2 022446-12-4 35
Abundance Scan 1327 (9.893 min): BP000275.D (-1323) (-) m/z 123.10 100.00%

5000

kv

9.60 9.80 10.00 10.20

21250 295325355 399427 457 490518545

0 m/z 95.10 41.59%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #66127: 2,4,6-Trimethyl-2-(4-methyl-pent-3-enyl)-2H-pyran
123
5000 43 LA L L L L LB

9.60 9.80 10.00 10.20
m/z 81.10 37 .64%

J 95 163191
e e I e O
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #45636: Cyclohexene, 1,5,5-trimethyl-6-acetylmethy!l-
123
43 IIIIIIIIIIIIIIIIIIIIIII
9.60 9.80 10.00 10.20
5000 m/z 109.10 34.72%
% | 165
04
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #25153: 2,2-Dimethylocta-3,4-dienal AR EREEE RS
123 9.60 9.80 10.00 10.20
m/z 55.10 32.70%
95
41
5000
0 ,4H,11,51 . S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 9.60 9. 80 10. 00 10 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP091719\
Data File : BP000275.D

Aca On : 17 Sep 2019 16:13

Operator : HP/JU

Sample : K4918-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP091619._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 19 unknown9.96 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.

9.96 10.96 ng 1305800 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2-Dimethvlocta-3.4-dienal 152 C10H160 000590-71-6 35
2 Ethanone. 1-(4-fluorophenvIl)- 138 C8H7FO 000403-42-9 27
3 Benzovl chloride. 3-fluoro- 158 C7HA4ACIFO 001711-07-5 27
4 3.3"-Difluorobenzophenone 218 C13H8F20 000345-70-0 27
5 3-Fluoropropiophenone 152 C9H9FO 000455-67-4 27

Abundance Scan 1338 (9.957 min): BP000275.D (-1336) (-) m/z 123.20 100.00%
123
95
so00 o . W
52 9.60 9.80 10.00 10.20
o I,||?,3,4 267296 333 368 401 446475 521548 | 177795 10  51.47%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25153: 2,2-Dimethylocta-3,4-dienal
123
95
41
5000 R A AR SRS B
9.60 9.80 10.00 10.20
m/z 109.10 46.88%
ol 51
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17505: Ethanone, 1-(4-fluorophenyl)-
123
o 9.60 9.80 10.00 10.20
5000 m/z 81.10 41.16%
43
15 J ‘
Olmﬂjhﬁ'w"“l'“'l“""“ DS SN RN SN
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29942: Benzoy! chloride, 3-fluoro- N e o o
123 9.60 9.80 10.00 10.20
m/z 55.10 38.32%
5000 95 nﬂ/NﬂAJAmthAAJJ\}VLfAJ\“PA
158
. 3161
mz-> 0 sb 100 1%0 200 250 300 350 400 450 500 550 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP091719\
Data File : BP000275.D

Aca On : 17 Sep 2019 16:13

Operator : HP/JU

Sample : K4918-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP091619._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 20 unknownl10.12 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.12 12.70 ng 1513130 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 photocitral B 152 C10H160 006040-45-5 46
2 Decahvdro-8a-ethvl-1.1.4a.6-tetr... 222 C16H30 1000100-23-6 38
3 Bicvclol2.2.1Theptane. 2.2.3-tri... 138 C10H18 020536-41-8 38
4 Bicvclol2.2.11heptane. 2.2.3-tri... 138 C10H18 020536-40-7 38
5 1H-Imidazole, 2-ethyl-4-methyl- 110 C6H10N2 000931-36-2 30
Abundance Scan 1366 (10.122 min): BP000275.D (-1362) (-) m/z 123.20 100.00%
143
95
5000{ g5 189
16 | 9 B0 1000 1050 1040
o 220 282 319347 379408 447476503530 | n777137.20  72.32%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #25079: photocitral B
81 123
41
5000 UV AR
9.80 10.00 10.20 10.40
m/z 95.10 70.60%
152
I B I A S L S S I I o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #79579: Decahydro-8a-ethyl-1,1,4a,6-tetramethylnaphthalene
95 123 207
'9.80 10.00 10.20 10.40
5000{ 55 m/z 69.10 48.44%
51
0"I"LM'J"P“"I'L'I"”I""P"'I”"I"”I"'W'
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #16994: Bicyclo[2.2.1]heptane, 2,2,3-trimethyl-, exo- e R B RAREmEa
95 9.80 10.00 10.20 10.40
55 m/z 109.10 45 _45%
5000
M] 138
0"H'”'H'j'kﬁ'"I'”'I"”I""P"'I”"I"”I"'W' U SRR B
m/z--> 50 100 150 200 250 300 350 400 450 500 550 9.80 10.00 10.20 10.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_P\DATA\BP091719\
Data File : BP000275.D

Acq On : 17 Sep 2019 16:13

Operator : HP/JU

Sample - K4918-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP091619_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Tiglic acid 5.96 2.4 ng 185445 1 6.79 1533910 20.0
Mesitylene 6.32 2.4 ng 186912 1 6.79 1533910 20.0
unknown6 .56 6.56 65.2 ng 5000640 1 6.79 1533910 20.0
Benzene, 1,2,3-tr... 6.62 2.6 ng 197423 1 6.79 1533910 20.0
Phthalic anhydride 8.85 40.1 ng 3834650 2 8.08 1911360 20.0
trans-_beta.-lonone 8.95 2.6 ng 246128 2 8.08 1911360 20.0
1,3,5,6-Tetrameth. .. 9.06 5.2 ng 617140 3 9.84 2382660 20.0
unknown9.23 9.23 4.8 ng 570342 3 9.84 2382660 20.0
unknown9.26 9.26 2.2 ng 265909 3 9.84 2382660 20.0
Phenol, 3,5-bis(l1... 9.29 3.1 ng 365455 3 9.84 2382660 20.0
7-Hexadecyn-1-ol 9.31 4.8 ng 573330 3 9.84 2382660 20.0
unknown9 .35 9.35 6.8 ng 813825 3 9.84 2382660 20.0
65-2,3,8,8-Tetram. .. 9.41 3.0 ng 360814 3 9.84 2382660 20.0
unknown9 .47 9.47 3.0 ng 357504 3 9.84 2382660 20.0
Decahydro-8a-ethy. .. 9.73 7.2 ng 859890 3 9.84 2382660 20.0
unknown9.78 9.78 8.2 ng 974126 3 9.84 2382660 20.0
unknown9 .89 9.89 16.1 ng 1918690 3 9.84 2382660 20.0
unknown9 .96 9.96 11.0 ng 1305800 3 9.84 2382660 20.0
unknown10.12 10.12 12.7 ng 1513130 3 9.84 2382660 20.0
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