LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\

Data File : BF107702.D

Acq On : 26 Jul 2018 16:24 Instrument :
Operator : JU/SJ BNA_F

Sample : J4167-01 10X ClientSampleld :
Misc - GS-OILY-WATER
ALS Vial : 6 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 - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_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 height area % max. total

5.184 479 484 487 rBvY 12376 16265 1.03% 0.082%
5.625 5563 559 561 rBV5 15940 33604 2.13% 0.170%
rBv 155918 180003 11.41% 0.909%
6.637 724 731 743 rBV 140403 226552 14.37% 1.144%
6.737 745 748 753 rvV 162354 279308 17.71% 1.410%
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6.778 753 755 771 rVB 103888 173816 11.02% 0.877%
6.960 782 786 792 rBV 586155 787291 49.93% 3.974%
rvv 304543 430685 27.31% 2.174%
7.113 809 812 824 rvv2 339318 533048 33.80% 2.691%
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1 7.201 824 827 832 rVVv4 31447 46046 2.92% 0.232%
11 7.272 836 839 840 rvv 26277 26045 1.65% 0.131%
12 7.290 840 842 846 rVB 28570 29211 1.85% 0.147%
13 7.342 847 851 856 rBvV 56434 53774 3.41% 0.271%
14 7.413 860 863 866 rBvV 52003 52623 3.34% 0.266%

15 7.484 871 875 878 rBV 112891 114559 7.26% 0.578%

16 7.525 878 882 892 rBv3 160394 283764 17.99% 1.432%

17 7.637 897 901 904 rBV2 63606 62923 3.99% 0.318%
18 7.719 912 915 917 rBV 69135 57146 3.62% 0.288%
19 7.748 917 920 930 rVB 122181 143665 9.11% 0.725%
20 7.884 940 943 945 rBV3 24313 26377 1.67% 0.133%
21 7.907 945 947 954 rvVB2 49148 61984 3.93% 0.313%
22 7.972 954 958 967 rBV 291107 352803 22.37% 1.781%
23 8.048 967 971 973 rBV3 26261 31981 2.03% 0.161%
24 8.078 973 976 978 rBV 37584 33452 2.12% 0.169%
25 8.137 984 986 989 rVB 55259 44261 2.81% 0.223%
26 8.166 989 991 995 rvB4 22030 26329 1.67% 0.133%
27 8.242 995 1004 1014 rBV 1130788 1576914 100.00% 7.960%
28 8.319 1015 1017 1022 rVB 55594 57957 3.68% 0.293%
29 8.495 1043 1047 1048 rBV3 13996 17616 1.12% 0.089%
30 8.513 1048 1050 1055 rVvB3 39130 45991 2.92% 0.232%
31 8.619 1063 1068 1070 rBV 53191 66851 4.24% 0.337%
32 8.642 1070 1072 1075 rVB 64016 51638 3.27% 0.261%
33 8.701 1078 1082 1086 rBv4 78992 115680 7.34% 0.584%
34 8.825 1099 1103 1108 rBV5 38068 54467 3.45% 0.275%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\

Data File : BF107702.D

Acq On : 26 Jul 2018 16:24 Instrument :
Operator : JU/SJ BNA_F

Sample : J4167-01 10X ClientSampleld :
Misc - GS-OILY-WATER
ALS Vial : 6 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 - O Peak Location: TOP

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

Method
Title

Z :\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 8.907 1113 1117 1120 rBV3 107293 139886 8.87% 0.706%

36 8.954 1120 1125 1132 rVB2 239303 358453 22.73% 1.809%
37 9.054 1137 1142 1148 rBV2 869932 947291 60.07% 4.782%
38 9.184 1161 1164 1168 rBV3 68270 71001 4_50% 0.358%
39 9.242 1171 1174 1178 rVB2 86802 90067 5.71% 0.455%
40 9.313 1182 1186 1192 rBV 708355 689680 43.74% 3.481%

41 9.378 1192 1197 1201 rBV3 243942 326797 20.72% 1.650%
42 9.466 1209 1212 1214 rBV3 51065 72037 4._.57% 0.364%
43 9.495 1214 1217 1218 rBV2 123148 128805 8.17% 0.650%
44 9.584 1227 1232 1235 rBV 284377 438554 27.81% 2.214%
45 9.654 1240 1244 1247 rVV 469216 618259 39.21% 3.121%

46 9.684 1247 1249 1255 rVB2 277539 326530 20.71% 1.648%
47 9.772 1261 1264 1269 rBV 126237 169954 10.78% 0.858%
48 9.813 1269 1271 1274 rBV2 67878 64607 4._.10% 0.326%
49 9.860 1276 1279 1282 rBV2 84843 101199 6.42% 0.511%
50 9.895 1282 1285 1292 rVB4 67379 108724 6.89% 0.549%

51 9.954 1293 1295 1298 rBV 84797 99716 6.32% 0.503%
52 10.001 1299 1303 1307 rBV2 1451200 1345001 85.29% 6.789%
53 10.195 1333 1336 1341 rVB4 71300 90628 5.75% 0.457%
54 10.242 1341 1344 1346 rBV3 65750 76484 4._.85% 0.386%
55 10.313 1351 1356 1359 rBV3 68946 137309 8.71% 0.693%
56 10.342 1359 1361 1366 rVB3 53817 41184 2.61% 0.208%
57 10.389 1366 1369 1370 rBV3 30608 34897 2.21% 0.176%

58 10.619 1405 1408 1413 rVB3 83737 125905 7.98% 0.636%
59 10.795 1435 1438 1445 rBV 386832 420628 26.67% 2.123%
60 11.495 1554 1557 1565 rVV 1385903 1483367 94.07% 7.488%

61 11.554 1565 1567 1573 rVB2 87254 110475 7.01% 0.558%
62 11.613 1574 1577 1587 rVB 213040 269844 17.11% 1.362%

63 11.860 1616 1619 1623 rVB 109651 92361 5.86% 0.466%
64 12.001 1640 1643 1650 rBV5 147653 222610 14.12% 1.124%
65 12.066 1651 1654 1658 rVB2 66989 72164 4._.58% 0.364%
66 12.789 1774 1777 1780 rBvV4 38837 40767 2.59% 0.206%
67 13.077 1822 1826 1833 rBV 701544 714236 45.29% 3.605%
68 13.954 1973 1975 1980 rVB2 35114 34315 2.18% 0.173%
69 14.148 2004 2008 2016 rBV 1084861 1255149 79.60% 6.336%
70 14.271 2027 2029 2032 rVB 27921 25190 1.60% 0.127%
71 14.577 2079 2081 2085 rVB2 65547 58735 3.72% 0.296%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072618\

Data File : BF107702.D

Acq On : 26 Jul 2018 16:24

Operator : JU/SJ

3?22Ie ; J4167-01 10X S
ALS Vial : 6 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 - 0 Peak Location: TOP

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

Method
Title

Z :\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 14.895 2132 2135 2140 rVB 138459 144161 9.14% 0.728%
73 15.254 2191 2196 2201 rVB 208677 255050 16.17% 1.287%
74 15.677 2260 2268 2279 rVB2 700750 1407252 89.24% 7.103%
75 16.112 2338 2342 2350 rVB 213376 312607 19.82% 1.578%

76 16.648 2429 2433 2440 rVB 109445 194504 12.33% 0.982%

Sum of corrected areas: 19811012
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107702.D

Acq On : 26 Jul 2018 16:24

Operator : JU/SJ

Sample : J4167-01 10X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

GS-OILY-WATER

Abundance TIC: BF107702.D

1500000

1000000

500000

5.81
5.18 5.62

e ey

I T I I
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00

Abundance TIC: BF107702.D
10.00 11150

1500000

8.24

1000000 9.05
9.31

500000

13.08

0 ——— T T T ——— T T T

[T I I R T T
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

-
13.00

I
12.00 12.50

Abundance TIC: BF107702.D

1500000

14.15

1000000
15.68

500000

0 —

T
Time--> 13.50
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF072618\
BF107702.D

26 Jul 2018 16:24

Ju/sJ

J4167-01 10X

GS-OILY-WATER

6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
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 Benzene, 1,3-dimethyl- Concentration Rank 9

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

5.81 4_.57 ng 180003 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# 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 95
4 Cyclopentene, l-ethenyl-3-methyl... 106 C8H10 061142-07-2 86
5 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H10 002175-91-9 83

Abundance Scan 590 (5.807 min): BF107702.D (-586) (-) m/z 91.00 100.00%
el
5000 106
W S e T 540 560 50 Gbo G0
0 ...,....,....,....,....,....,'I....,.'.'..,....,.... Ll | m/Zz 106.10  48.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5100: Benzene, 1,3-dimethyl-
9
106
5000 SREAN AR LRSS LRSS S
540 5.60 5.80 6.00 6.20
m/z 105.00 19.16%
39 51 65 7
0 "'I""I'%$'I"??I"'JI'"'I""I'U"I"jwl""ll'?ﬁ'“'“I""I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5081: p-Xylene
o
540 560 580 6.00 6.20
5000 106 m/z 77.10 12.62%
39 51 77
o 7 s e | e8|
AR I SR S IR IR SULILL I LI IR IS B B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5082: 0-Xylene
o 540 5.60 5.80 6.00 6.20
m/z 51.00 11.66%
106
5000
T o Y wk\w
27
0 "'}“"l'%é'w"'|“"|'“'|h'“l'ﬁé'w"'lﬁq'l!“'lﬂ'”'v"'l SRR RS LR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 540 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\

Data File : BF107702.D

Acq On : 26 Jul 2018 16:24

Operator : JU/SJ

ﬁ?ggle ; J4167-01 10X S
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.74 Concentration Rank 5

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

6.74 7.10 ng 279308 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 1H-Indazole, 7-methyl- 132 C8H8N2 1000316-00-7 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 749 (6.743 min): BF107702.D (-745) (-) m/z 132.00 100.00%
5000 o8 /k
96 rryrrrTrTTTTy T T T T T e
40 52 60, || 5 g 104 6.40 6.60 6.80 7.00
O T e T m/z 68.00 36 .60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67
a1 97 6.40 6.60 6.80 7.00
53 17 m/z 134.00 32.68%
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132
6.40 6.60 6.80 7.00
5000 m/z 66.00 24 _.18%
104
oL 14 27 37 4451 58 % T 8997 | 15 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14500: 1H-Indazole, 7—methy|— LI L N L L N L I Ifl\—\.l ™
132 6.40 6.60 6.80 7.00
m/z 96.00 14_.97%
5000
104
51 7
S RS AN N 202 =S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\

Data File : BF107702.D

Acq On : 26 Jul 2018 16:24

Operator : JU/SJ

ﬁ?ggle ; J4167-01 10X S
ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzene, 1,2,4-trimethyl- Concentration Rank 12

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

6.78 4.42 ng 173816 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mesitylene 120 C9H12 000108-67-8 91
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 86
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 83
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 80

Abundance Scan 755 (6.778 min): BF107702.D(—7d)53) ) m/z 105.05 100.00%
105
5000 120
50 65 77 91 | 135 6.40 6.60 6.80 7.00 7.20
o..,....,....,....,....,.l.:':-,....,...:,..I..,'....,.'.!.,..-.-.,'....,....,.. m/z 120.10 45_31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9401: Mesitylene
105
120
5000

6.40 6.60 6.80 7.00 7.20
m/z 119.00 14 .53%

9
a5 27 39 Sisses (g %leg
S e AR s Rae ST
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9410: Benzene, 1,2,4-trimethyl-
105
6.40 6.60 6.80 7.00 7.20
5000 120 m/z 57.05 10.51%
28 39 77 91
65
0..,}f.,.”.,..nhn.”gﬂ..ﬁ.hh.“..U 84 | o8l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9412: Benzene, 1,2,3-trimethyl- e e e
105 6.40 6.60 6.80 7.00 7.20
m/z 42.95 10.32%
5000 120
39 77 91
by B8 oo S M B BB,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 640 6.60 680 7.00 7.20
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF072618\
BF107702.D

26 Jul 2018 16:24

Ju/sJ

J4167-01 10X

GS-OILY-WATER

6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= 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 Mesitylene Concentration Rank 3

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

7.01 10.94 ng 430685 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mesitylene 120 C9H12 000108-67-8 94
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 90
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 90

Abundance Scan 794 (7.007 min): BF107702.D (-792) (-) m/z 105.05 100.00%
105
5000 120
39 51 s 1 e 6.60 6.80 7.00 7.20 7.40
A1 - m/z 120.05 41 .54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9401: Mesitylene
105
120
5000
6.60 6.80 7.00 7.20 7.40
7 m/z 76.95 12 .29%
o152z ¥ Slees g e | |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9412: Benzene, 1,2,3-trimethyl-
105
6.60 6.80 7.00 7.20 7.40
5000 120 m/z 119.10 10.25%
39 7 91
oL 15 2 T Sles 5 g4 | e8| 13|
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9421: Benzene, 1,2,4-trimethyl-
105 6.60 6.80 7.00 7.20 7.40
0
120 m/z 91.00 9.83%
5000
oL 15 27 39 Sl 58 65 Toea %o ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.60 6.80 7.00 7.20 7.40

8270-BF072018 .M Fri

Jul 27 17:06:22 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\

Data File : BF107702.D

Acq On : 26 Jul 2018 16:24

Operator : JU/SJ

ﬁ?ggle ; J4167-01 10X S
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Phenyl-1-butene Concentration Rank 10

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

7.97 4_47 ng 352803 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenyl-1-butene 132 C10H12 000824-90-8 86
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 86
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 83
4 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000767-99-7 64
5 Benzene, l-methyl-4-(2-propenyl)- 132 C10H12 003333-13-9 64

Abundance Scan 958 (7.972 min): BF107702.D (-954) (-) m/z 119.05 100.00%
9

5000

7.60 7.80 8.00 8.20 8.40
m/z 117.05 92 .24%

01
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14034: 1-Phenyl-1-butene

5000
7.60 7.80 8.00 8.20 8.40

m/z 134.10 43.79%

01
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14033: 3-Phenylbut-1-ene

7.60 7.80 8.00 8.20 8.40
m/z 132.05  35.16%

5000

01
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117 7.60 7.80 8.00 8.20 8.40
m/z 115.00 29.21%
132
5000
91
39 51 e 77 ‘
27 105 |
0.w}?,nlpnjpndbmwﬂh,mmm.Jﬁ”.mm.”.h”m,nnp.np.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\

Data File : BF107702.D

Acq On : 26 Jul 2018 16:24

Operator : JU/SJ

ﬁ?ggle ; J4167-01 10X S
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Naphthalene, 2-methyl- Concentration Rank 2

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

9.05 12.01 ng 947291 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 94
4 Benzocycloheptatriene 142 C11H10 000264-09-5 91
5 Benzeneacetonitrile, 2-cyano- 142 C9H6N2 003759-28-2 46

Abundance Scan 1141 (9.048 min): BF107702.D (-1137) (-) m/z 142.10 100.00%
142
5000 e
63 8.80 9.00 9.20 9.40
39 51 71 89 103 131
o.,....,....-,....;'...'.,:'...,-'.:-:-?,0...~.',....,.~...,.-.:.,....,'....|,~|..r*.?9...1,6.1..., m/z 141.10 89.94%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19239: Naphthalene, 2-methyl-
142
5000
115 8.80 9.00 9.20 9.40
m/z 115.00 37.13%
o 39 51 6371 89 102 | 126
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19232: Naphthalene, 1-methyl-
142
8.80 9.00 9.20 9.40
5000 115 m/z 147.00 16.47%
ol 27 39 81 871 8 49 | 126 |||
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro-
141 8.80 9.00 9.20 9.40
m/z 148.00 11.87%
5000 115
ol 27 39 51 %71, 89 126
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\

Data File : BF107702.D

Acq On : 26 Jul 2018 16:24

Operator : JU/SJ

ﬁ?ggle ; J4167-01 10X S
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzoic acid, 2,4,6-trimethyl- Concentration Rank 7

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

9.38 4.86 ng 326797 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid, 2,4,6-trimethyl- 164 C10H1202 000480-63-7 64
2 Benzene, (1l-ethyl-1-propenyl)- 146 C11H14 004701-36-4 45
3 7-Benzofuranol, 2,3-dihydro-2,2-... 164 C10H1202 001563-38-8 38
4 Benzoic acid, 2,4,5-trimethyl- 164 C10H1202 000528-90-5 38
5 3-Allyl-6-methoxyphenol 164 C10H1202 000501-19-9 30

Abundance Scan 1197 (9.378 min): BF107702.D (-1192) (-) m/z 146.05 100.00%
146
164

5000

9.00 9.20 9.40 9.60 9.80

O m/z 164.05 71.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #33356: Benzoic acid, 2,4,6-trimethy!-
146 164
2000 119 9.00 9.20 9.40 9.60 9.80
77 m/z 149.05 57.02%
o7 39 51 65 105 ‘ 135
0”“fﬁ”npuwunﬁnnmmpmnh”“”.JL.L.””.”.HAMHWJ”“”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #21621: Benzene, (1-ethyl-1-propenyl)-
117
BN NP SR
9.00 9.20 9.40 9.60 9.80
5000 91 146 m/z 91.05 54 .74%

39 51 o5 77 131
‘\ \‘\\ \HM ‘\ | 193 ‘ H‘ I

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #33468: 7-Benzofuranol, 2,3-dihydro-2,2-dimethyl- A m e o
9.00 9.20 9.40 9.60 9.80

m/z 117 .05 50.17%

o

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 9. 00 9.20 9. 40 9.60 9. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\

Data File : BF107702.D

Acq On : 26 Jul 2018 16:24

Operator : JU/SJ

ﬁ?ggle ; J4167-01 10X S
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Naphthalene, 1,7-dimethyl- Concentration Rank 6

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

9.58 6.52 ng 438554 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 98
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 98
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
4 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 96
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96

Abundance Scan 1231 (9.578 min): BF107702.D (-1227) (-) m/z 156.05 100.00%
186
141
5000
9.20 9.40 9.60 9.80
of m/z 141.10 67 .04%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28474: Naphthalene, 1,7-dimethyl-
141 156
5000
9.20 9.40 9.60 9.80
115 m/z 155.10 37.37%
51 63 77 128
SR 27 ?f,,m,,lwlllqwl,§9llﬁ0?llﬁ el .M“,... —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28500: Naphthalene, 1,6-dimethyl-
141 190
9.20 9.40 9.60 9.80
5000 m/z 115.00 15.72%
115 158
ez R T L mae | o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28472: Naphthalene, 2,6-dimethyl- e RERRmE L
186 9.20 9.40 9.60 9.80
141 m/z 128.00 13.31%
5000
mz-> 2 40 60 80 100 120 140 160 180 | | 920 940 9.60 980
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\

Data File : BF107702.D

Acq On : 26 Jul 2018 16:24

Operator : JU/SJ

ﬁ?ggle ; J4167-01 10X S
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Naphthalene, 1,5-dimethyl- Concentration Rank 4

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

9.65 9.19 ng 618259 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 95

Abundance Scan 1243 (9.648 min): BF107702.D (-1240) (-) m/z 156.10 100.00%
141 196
5000
9.40 9.60 9.80 10.00
o m/z 141.05 82.81%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28478: Naphthalene, 1,5-dimethyl-
156
141
5000
9.40 9.60 9.80 10.00
115 m/z 155.05 31.00%
77 128
ol 5 27 3 o o e | o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28477: Naphthalene, 1,6-dimethyl-
156
141 9.40 9.60 9.80 10.00
5000 m/z 115.10 20.00%
115
oL 15 27 3 SL & T g 102 " | ]
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28483: Naphthalene, 2, 7-dimethyl- e
156 9.40 9.60 9.80 10.00
m/z 153.05 15.41%
141
5000
2 4re 63 T g 400 4O TP
m/z--> 20 40 60 80 100 120 140 160 180 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\

Data File : BF107702.D

Acq On : 26 Jul 2018 16:24

Operator : JU/SJ

ﬁ?ggle ; J4167-01 10X S
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Naphthalene, 1,6-dimethyl- Concentration Rank 8

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

9.68 4.86 ng 326530 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
2 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 94
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 94
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 91

Abundance Scan 1248 (9.678 min): BF107702.D (-1247) (-) m/z 156.10 100.00%
186
141
5000
5 63 7 115 128 9.40 9.60 9.80 10.00
Ol 2 87102 11 173 m/z 141.10 69.25%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28501: Naphthalene, 1,6-dimethyl-
156
141
5000
9.40 9.60 9.80 10.00
m/z 155.10 35.45%
115 128
b B 49 60 85 8 1 4 b I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28490: Naphthalene, 2,6-dimethyl-
156
9.40 9.60 9.80 10.00
5000 141 m/z 157.10 15.02%
oL 15 27 30 51 63 77 g9 102 s
miz--> 5 & s e e Do e e 1o
Abundance #28494: Naphthalene, 1,7-dimethyl- . . R S S
156 9.40 9.60 9.80 10.00
m/z 152_.00 13.73%
5000 141
. 039 51 63 I 91100 128 | |
m/z--> 20 40 60 80 100 120 140 160 180 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\

Data File : BF107702.D

Acq On : 26 Jul 2018 16:24

Operator : JU/SJ

ﬁ?ggle ; J4167-01 10X S
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Naphthalene, 1,3-dimethyl- Concentration Rank 17

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

9.77 2.53 ng 169954 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
2 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 95
5 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 95

Abundance Scan 1264 (9.772 min): BF107702.D (-1261) (-) m/z 141.05 100.00%
141 156
5000
51 63 77 15 1 9.40 9.60 9.80 10.00
39 : - : :
I i MO M N ) 178 m/z 156.10  95.03%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28475: Naphthalene, 1,3-dimethyl- )
141 156
5000
9.40 9.60 9.80 10.00
m/z 155.10 26.20%
: 115 1,8
o 27 30 51 63 70 89 102 | 7 |
m/z--> 20 40 eb 85 100 120 140 160 180
Abundance #28476: Naphthalene, 1,4-dimethyl-
156
141 )
9.40 9.60 9.80 10.00
5000 m/z 115.05 16.56%
115
ol 15 27 30 S1 63 17 g9 102 | 2
miz--> 2 40 60 s 100 10 140 160 180
Abundance #28469: Naphthalene, 2,3-dimethyl- A B
141 156 9.40 9.60 9.80 10.00
m/z 128_.10 14 .95%
5000
115
128
oL 15 27 3 S 63 76 g9 10p
miz--> 20 40 60 80 100 120 140 160 180 | | 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\

Data File : BF107702.D

Acq On : 26 Jul 2018 16:24

Operator : JU/SJ

ﬁ?ggle ; J4167-01 10X S
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Naphthalene, 2,3,6-trimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.31 2.04 ng 137309 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 94
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 91
3 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 83
4 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 81
5 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 74
Abundance Scan 1356 (10.313 min): BF107702.D (-1351) (-) m/z 170.05 100.00%
155 170
5000
188 10.00 10.20 10.40 10.60
o m/z 155.10 91.10%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38371: Naphthalene, 2,3,6-trimethyl-
170
155
5000 PN ISR AR
10.00 10.20 10.40 10.60
m/z 153.05 25.24%
oL 1727 30 51 63 76 g9 102 115128 141 | |
miz--> 20 40 60 80 100 120 140 160 180
Abundance #38372: Naphthalene, 1,6,7-trimethyl-
185 170
10,00 10.20 10,40 10.60
5000 m/z 169.10 25.20%
115 128
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38369: Naphthalene, 1,4,6-trimethyl-
185 10.00 10.20 10.40 10.60
170 m/z 152 .00 23.22%
5000
115 128
0 a0 51 83 77 89 102 e
m/z--> 20 40 60 80 100 120 140 160 180 ' 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\

Data File : BF107702.D

Acq On : 26 Jul 2018 16:24

Operator : JU/SJ

ﬁ?ggle ; J4167-01 10X S
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2,3-Dihydro-1-oxo-1H-phenalene Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
11.61 3.64 ng 269844 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,3-Dihydro-1-oxo-1H-phenalene 182 C13H100 000518-85-4 83
2 _beta.-(1-Naphthyl)acrylic acid 198 C13H1002 013026-12-5 35
3 7-Chloro-3,4-dihydro-2[1H]-quino... 182 C8H7CIN20 066367-05-3 35
4 2-(2-Aminoethyl)-4-amino-6-dimet... 182 C7H14N6 040917-13-3 27
5 2-Hydroxyfluorene 182 C13H100 002443-58-5 27
Abundance Scan 1577 (11.613 min): BF107702.D (-1574) (-) m/z 153.10 100.00%
3

5000

11.20 11.40 11.60 11.80 12.00

196 208 221

0 m/z 182.10 67.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #47255: 2,3-Dihydro-1-oxo-1H-phenalene
182
5000 153 /\W‘A/\’wh—rv—v—v—v—rﬁ—v—v-rv—v—v—v—rv—v—v—v—rv—v—
11.20 11.40 11.60 11.80 12.00
26 m/z 152.10 57.30%
o 28 39 51 63 | 91402173126139 | 167 M
T e B R A e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59707: .beta.-(1-Naphthyl)acrylic acid
153
T T
11.20 11.40 11.60 11.80 12.00
5000 m/z 165.10 50.58%
198
15 27 3‘9‘\ i 6: \‘\ 91 102113 126 141 H 169181
T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #47671: 7-Chloro-3,4-dihydro-2[1H]-quinoxalinone A A i oL S S
153 11.20 11.40 11.60 11.80 12.00
m/z 154_.10 41 _.31%
182
5000
o 4152 83 75 90,4, 117 | 165
R B R A o P T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11. 20 11. 40 11. 60 11. 80 12. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\

Data File : BF107702.D

Acq On : 26 Jul 2018 16:24

Operator : JU/SJ

ﬁ?ggle ; J4167-01 10X S
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

12.00 3.00 ng 222610 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
2 Tridecanoic acid 214 C13H2602 000638-53-9 60
3 Dodecanoic acid 200 C12H2402 000143-07-7 49
4 Tetradecanoic acid 228 C14H2802 000544-63-8 47
5 Octanoic acid 144 C8H1602 000124-07-2 35

Abundance Scan 1643 (12.001 min): BF107702.D (-1640) (-) m/z 73.00 100.00%

43 73

5000

11.60 11.80 12.00 12.20 12.40

0! m/z 43.05 99.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73
5000 29 256 SN L L L B
11.60 11.80 12.00 12.20 12.40
21 m/z 60.00 99.47%
oLrr ot . 13 T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
43 60 78
R R o e
11.60 11.80 12.00 12.20 12.40
5000 129 m/z 55.00 80.56%
29
143157 214
0.}ﬁ.”.,”...&
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #61120: Dodecanoic acid B EEE e
60 73 11.60 11.80 12.00 12.20 12.40
43 m/z 41.00 78.92%
5000 129
157
29
115
7 101 143 | 171 200
ol 15 Ll 185
- TrrTrprrrTT IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\

Data File : BF107702.D

Acq On : 26 Jul 2018 16:24

Operator : JU/SJ

ﬁ?ggle ; J4167-01 10X S
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heneicosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.89 2.30 ng 144161 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Heptacosane 380 C27H56 000593-49-7 87
3 Octacosane 394 C28H58 000630-02-4 87
4 2-methyloctacosane 408 C29H60 1000376-72-8 87
5 Docosane 310 C22H46 000629-97-0 86
Abundance Scan 2134 (14.889 min): BF107702.D (-2132) (-) m/z 57.00 100.00%
57
5000 85 \ A
R AR SUNLN L SR
149171 213 243266287 341 14.60 14.80 15.00 15.20
Ol 268 m/z 43.00 51.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 LI B UL B B
14.60 14.80 15.00 15.20
m/z 71.05 48_.44%
29 113
oL I LT 169 107 225 253 296
m/z--> 50 100 1éo 200 250 300 350 400
Abundance #202662: Heptacosane
57
14,60 14.80 15.00 15.20
5000 m/z 85.10 39.93%
85
o 291 | || 118 141 160 107 225 253 281 323 351 380
m/z--> 50 100 1éo 200 250 300 350 400
Abundance #209566: Octacosane e A
7 14.60 14.80 15.00 15.20
m/z 55.00 28.92%
- i M
29
o L L u113 141 169 197 225 253 281 309 337 365 394
m/z--> 5'0 100 1éo 200 250 300 350 400 14,60 14.80 15.00 15.20
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF072618\
BF107702.D

26 Jul 2018 16:24

Ju/sJ

J4167-01 10X

GS-OILY-WATER

6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L
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 Hexadecane Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
15.25 3.62 ng 255050 Perylene-d12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Heptacosane 380 C27H56 000593-49-7 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
5 Heneicosane 296 C21H44 000629-94-7 87

Abundance Scan 2195 (15.248 min): BF107702.D (-2191) (-) m/z 57.00 100.00%
57
5000 85
113 " 15.00 15,20 15.40 15.60
141
ol 3L L L[y 1 169 107 225 263 206 357 |y 71.05  50.57%
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane
57
5000 LRI B SULUL UL B
g5 15.00 15.20 15.40 15.60
29 m/z 43.00 46 .65%
0 ‘\w‘ L4 J 113 141 169 197 226
m/z--> 50 160 150 200 250 300 350
Abundance #202662: Heptacosane
57
' 15.00 15,20 15.40 15.60
5000 m/z 85.10 41.32%
85
o 297 | 11 (113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane TT T T[T T T T[T T T T[T T T [TTT
57 15.00 15.20 15.40 15.60
m/z 55.00 20.77%
5000 85
29 l 113 141 169
ol b Ty T 169 197 225 253 295 323 367
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\

Data File : BF107702.D

Acq On : 26 Jul 2018 16:24

Operator : JU/SJ

ﬁ?ggle ; J4167-01 10X S
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tetradecane, 2,6,10-trimethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
16.11 4_.44 ng 312607 Perylene-d12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 93
2 2-methyloctacosane 408 C29H60 1000376-72-8 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Hexatriacontane 507 C36H74 000630-06-8 90
5 Octacosane 394 C28H58 000630-02-4 90

Abundance Scan 2342 (16.112 min): BF107702.D (-2338) (-) m/z 57.00 100.00%
57 n
5000 85
113 15.80 16.00 16.20 16.40
141 169 : : : :
ol bl 0 197,223 258 285 | n77 71.05  56.82%
m/z--> 50 100 150 200 250 300 350
Abundance #94356: Tetradecane, 2,6,10-trimethyl-
57
5000 85 R AR BN SRR IR
15.80 16.00 16.20 16.40
T m/z 43.00 54.19%
[o) I‘\ |‘ : h‘l\ I‘\“I‘MI In‘ : ;Iu-3|5 I\‘I : I\I |2|2|5| —— T
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
15.80 16.00 16.20 16.40
5000 85 m/z 85.10 45_.20%
o 29| I ‘ J113‘1§1 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane LA L B L N N BB |
57 15.80 16.00 16.20 16.40
m/z 55.00 23.82%
- | MWWN
. 201 L ”1}3,1§1 160 107 225 253 295 323 367
m/z--> 50 100 150 200 250 300 350 ' 15.80 16.00 16,20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\

Data File : BF107702.D

Acq On : 26 Jul 2018 16:24

Operator : JU/SJ

ﬁ?ggle ; J4167-01 10X S
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 13-Methylheptacosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.65 2.76 ng 194504 Perylene-d12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Methylheptacosane 394 C28H58 015689-72-2 81
2 Docosane, 11-butyl- 366 C26H54 013475-76-8 80
3 Octadecane, 1-i1odo- 380 C18H371 000629-93-6 72
4 Tetratetracontane 619 C44H90 007098-22-8 68
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 64

Abundance Scan 2433 (16.648 min): BF107702.D (-2429) (-) m/z 57.05 100.00%

7
5000 85

o/ BN N § ﬂﬂi L AN B+ N - m/z 71.05 53.15%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209570: 13-Methylheptacosane
57
196
85
5000 224 LA L L L L L L LB
16. 40 16. 60 16. 80 17. OO
m/z 85.10 48 .38%
113 4,4 168
0 - h \‘ H H \\ il Ly ‘\ 1 I 252 281 323 351‘379
T - — T T
m/z--> 50 O 150 200 250 300 350 400
Abundance #194500: Docosane, 11-butyl-
57
R R A RAREEEEEEE
16.40 16.60 16.80 17.00
5000 85 m/z 43.00 47 .06%
113
oL 3 Ll 77 141 169 210,239 267 309 335 366 qMNwwwW”WHNM/\VwmmpmmwwvﬂA
m/z--> 50 100 150 200 250 300 350 400
Abundance #202264: Octadecane, 1-iodo- R mEEEE RS S
57 16.40 16.60 16.80 17.00
m/z 55.00 20.60%
5000 85 MWAJ\WMM
29
113 155
o, .J.I.-, 0 e NN
m/z--> 50 100 150 200 250 300 350 400 16. 40 16. 60 16. 80 17. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\

Data File : BF107702.D

Acq On : 26 Jul 2018 16:24 Instrument :
Operator : JU/SJ BNA_F

Sample : J4167-01 10X ClientSampleld :
Misc - GS-OILY-WATER
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-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]
Benzene, 1,3-dime... 5.81 4.6 ng 180003 1 6.96 787291 20.0
unknown6 .74 6.74 7.1 ng 279308 1 6.96 787291 20.0
Benzene, 1,2,4-tr... 6.78 4.4 ng 173816 1 6.96 787291 20.0
Mesitylene 7.01 10.9 ng 430685 1 6.96 787291 20.0
1-Phenyl-1-butene 7.97 4.5 ng 352803 2 8.24 1576910 20.0
Naphthalene, 2-me... 9.05 12.0 ng 947291 2 8.24 1576910 20.0
Benzoic acid, 2,4... 9.38 4.9 ng 326797 3 10.00 1345000 20.0
Naphthalene, 1,7-... 9.58 6.5 ng 438554 3 10.00 1345000 20.0
Naphthalene, 1,5-... 9.65 9.2 ng 618259 3 10.00 1345000 20.0
Naphthalene, 1,6-... 9.68 4.9 ng 326530 3 10.00 1345000 20.0
Naphthalene, 1,3-... 9.77 2.5 ng 169954 3 10.00 1345000 20.0
Naphthalene, 2,3,... 10.31 2.0 ng 137309 3 10.00 1345000 20.0
2,3-Dihydro-1-oxo... 11.61 3.6 ng 269844 4 11.50 1483370 20.0
n-Hexadecanoic acid 12.00 3.0 ng 222610 4 11.50 1483370 20.0
Heneicosane 14.89 2.3 ng 144161 5 14.15 1255150 20.0
Hexadecane 15.25 3.6 ng 255050 6 15.68 1407250 20.0
Tetradecane, 2,6,... 16.11 4.4 ng 312607 6 15.68 1407250 20.0
13-Methylheptacosane 16.65 2.8 ng 194504 6 15.68 1407250 20.0
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