LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109238.D

Aca On 22 Sep 2018 22:49

Operator : JU/SJ

Sample : JAT77-29 2X

Misc :

ALS Vial : 23 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\HPCHEMI\BNA F\METHODS\8270-BF092218 .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 4.887 473 476 484 rVB 48119 53516 3.73% 0.323%
2 5.310 543 548 551 rBVY 1221557 1146557 80.00% 6.929%
3 6.340 718 723 726 rBY 1458674 1253780 87.49% 7.577%
4 6.475 741 746 749 rBVY 1345757 1259608 87.89% 7.612%
5 6.704 782 785 789 rBV 873066 695822 48.55% 4 ._.205%
6 6.863 808 812 815 rBVY 1267738 999818 69.76% 6.042%
7 6.987 830 833 838 rVB 35083 37434 2.61% 0.226%
8 7.263 871 880 883 rBV 975489 800618 55.86% 4.838%
9 7.363 892 897 901 rBV5 28879 44661 3.12% 0.270%
10 7.504 919 921 928 rVB3 37122 55016 3.84% 0.332%
11 7.634 936 943 948 rVBY 40433 81687 5.70% 0.494%
12 7.681 948 951 955 rBV3 15479 26861 1.87% 0.162%
13 7.763 962 965 970 rVB5 25787 28928 2.02% 0.175%
14 7.822 973 975 979 rVB3 31073 33765 2.36% 0.204%
15 7.869 979 983 984 rBV3 19023 20571 1.44% 0.124%
16 7.987 999 1003 1006 rBY 1151048 933131 65.11% 5.639%
17 8.069 1015 1017 1019 rBV 47505 36536 2.55% 0.221%
18 8.087 1019 1020 1023 rVB3 24418 19379 1.35% 0.117%
19 8.122 1023 1026 1028 rVB3 30049 28880 2.02% 0.175%
20 8.151 1028 1031 1032 rBvV2 20838 21950 1.53% 0.133%
21 8.169 1032 1034 1038 rvvs 29654 31974 2.23% 0.193%
22 8.204 1038 1040 1043 rVB 148865 108905 7.60% 0.658%
23 8.287 1051 1054 1057 rvB4 57078 68261 4_.76% 0.413%
24 8.322 1057 1060 1062 rBv4 26493 26441 1.84% 0.160%
25 8.345 1062 1064 1066 rBV3 33233 32350 2.26% 0.195%
26 8.428 1075 1078 1082 rBV3 78716 125113 8.73% 0.756%
27 8.498 1088 1090 1093 rVB2 55432 42262 2.95% 0.255%
28 8.539 1093 1097 1100 rBv2 103516 102636 7.16% 0.620%
29 8.598 1104 1107 1112 rBV5 37165 59497 4.15% 0.360%
30 8.686 1120 1122 1126 rVB4 67373 81420 5.68% 0.492%
31 8.739 1128 1131 1133 rBV3 27071 33973 2.37% 0.205%
32 8.875 1152 1154 1158 rBV3 30696 43954 3.07% 0.266%
33 8.986 1170 1173 1175 rVB3 33769 28268 1.97% 0.171%

34 9.022 1176 1179 1182 rVB 206277 179775 12.54% 1.086%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109238.D

Aca On 22 Sep 2018 22:49

Operator : JU/SJ

Sample : JAT77-29 2X

Misc :

ALS Vial : 23 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

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF092218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 9.063 1182 1186 1189 rBV 1918066 1433133 100.00% 8.661%

36 9.157 1198 1202 1206 rBV3 139518 160256 11.18% 0.968%

37 9.204 1206 1210 1213 rBV2 60889 77992 5.44% 0.471%
38 9.269 1219 1221 1224 rBV3 29559 22484 1.57% 0.136%
39 9.328 1226 1231 1233 rBV5 36061 56263 3.93% 0.340%
40 9.422 1245 1247 1250 rBV3 23030 27100 1.89% 0.164%
41 9.457 1250 1253 1255 rVVv 351231 281707 19.66% 1.702%
42 9.481 1255 1257 1259 rVB2 71461 51809 3.62% 0.313%
43 9.622 1279 1281 1285 rVB4 49663 44373 3.10% 0.268%
44 9.657 1285 1287 1290 rBV3 50628 44370 3.10% 0.268%
45 9.686 1290 1292 1294 rVV3 28070 25252 1.76% 0.153%
46 9.739 1296 1301 1304 rVV 1066490 988538 68.98% 5.974%
47 9.786 1307 1309 1314 rVV5 34017 52183 3.64% 0.315%
48 9.845 1316 1319 1324 rVB4 59797 82731 5.77% 0.500%
49 9.910 1327 1330 1331 rvv2 31347 32938 2.30% 0.199%
50 9.928 1331 1333 1339 rVB5 59853 83618 5.83% 0.505%
51 9.975 1339 1341 1344 rVB3 35635 33292 2.32% 0.201%
52 10.010 1344 1347 1350 rBV2 84866 72593 5.07% 0.439%
53 10.057 1353 1355 1357 rVVv2 34831 26279 1.83% 0.159%
54 10.204 1378 1380 1382 rVVv2 27095 20184 1.41% 0.122%
55 10.233 1382 1385 1390 rVB4 60943 71059 4._.96% 0.429%
56 10.304 1395 1397 1401 rVVv2 50034 50453 3.52% 0.305%
57 10.345 1402 1404 1406 rVB3 38726 30596 2.13% 0.185%
58 10.375 1406 1409 1411 rBV2 29484 33156 2.31% 0.200%
59 10.404 1411 1414 1418 rVB3 53647 58130 4._.06% 0.351%
60 10.486 1425 1428 1430 rBV3 34663 36247 2.53% 0.219%
61 10.516 1430 1433 1438 rVB 708117 659398 46.01% 3.985%
62 10.651 1453 1456 1457 rBV3 35853 33169 2.31% 0.200%
63 10.722 1466 1468 1470 rBV3 34795 29597 2.07% 0.179%
64 10.804 1479 1482 1484 rBV3 20049 21221 1.48% 0.128%
65 11.128 1535 1537 1541 rVB 46741 43834 3.06% 0.265%
66 11.210 1548 1551 1554 rBV 889696 761233 53.12% 4._.600%
67 11.569 1610 1612 1618 rVB6 21983 30991 2.16% 0.187%
68 11.622 1618 1621 1627 rBV4 14201 24124 1.68% 0.146%
69 11.751 1640 1643 1647 rVB5 19731 22491 1.57% 0.136%
70 11.822 1652 1655 1658 rBv4 16153 22214 1.55% 0.134%
71 12.139 1706 1709 1714 rBV2 22741 28232 1.97% 0.171%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109238.D

Aca On 22 Sep 2018 22:49

Operator : JU/SJ

Sample : JAT77-29 2X

Misc :

ALS Vial : 23 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\HPCHEM1\BNA F\METHODS\8270-BF092218_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 12.416 1754 1756 1759 rBV 41093 32127 2.24% 0.194%
73 12.469 1762 1765 1769 rVB6 20181 25135 1.75% 0.152%
74 12.645 1792 1795 1797 rBV 24027 23777 1.66% 0.144%
75 12.792 1817 1820 1823 rBV 1216425 958197 66.86% 5.790%
76 12.974 1849 1851 1856 rBV5 25172 28603 2.00% 0.173%
77 13.039 1860 1862 1865 rVB2 32339 26768 1.87% 0.162%
78 13.380 1918 1920 1924 rBV4 31899 34633 2.42% 0.209%
79 13.710 1973 1976 1981 rBvV4 50406 70665 4_.93% 0.427%
80 13.839 1994 1998 2001 rBV 676818 631799 44.09% 3.818%
81 14.021 2027 2029 2033 rBV 44982 43249 3.02% 0.261%
82 14.621 2129 2131 2136 rBV3 67606 92462 6.45% 0.559%

83 15.239 2232 2236 2240 rVB 432632 463852 32.37% 2.803%

Sum of corrected areas: 16547854
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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\HPCHEMI\BNA F\DATA\BF092218\

BF109238.D

22 Sep 2018 22:49

JussJ

JAaT777-29 2X

23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
2000000

1500000

1000000

500000

TIC: BF109238.D

6.34

6.47 6.86
5.31 |

7.26
6.70

4.89

OF—=
Time-->

T L
4.50 5.00

Abundance
2000000

1500000

1000000

500000

TIC: BF109238.D

12.79

7.99 9.74

11.21

12.14 13A2732.65

11587182

Time-->

T
12.50

T T
11.50 12.00

— T T T T T T T T T T T T T T T T T
10.00 10.50

T
11.00

Abundance
2000000

1500000

1000000

500000

TIC: BF109238.D

13.84

-
15.50

T — —T T T
14.00

— T T — T T
14.50 15.00 17.00 17.50 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109238.D

Aca On 22 Sep 2018 22:49

Operator : JU/SJ

Sample : JAT77-29 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 unknown6.47 Concentration Rank 1

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

6.47 36.20 ng 1259610 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 745 (6.469 min): BF109238.D (-741) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 IREBE ARSI S
400 540 6.20 6.40 6.60 6.80
o....,...:l'!...,:!..,::.'.|,..7:?‘.',1....,..!.,?1?‘?:?....,....,'...,.... m/z 68.10 44.73%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 IREBERAREE RS LRSS S

6.20 6.40 6.60 6.80
m/z 134.00 31.24%

31.0 51.0
o....,|...'!-,.!..,”...,...!i.-..74.",9...,....,..-..,....,...., N
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!-
132.0
i e N R
6.20 6.40 6.60 6.80
5000 m/z 66.00 28.76%
63.0 104.0
390 510 | 70 90 117.0
S T O] N ] i M| N
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine e
132.0 6.20 6.40 6.60 6.80
m/z 69.05 18.82%
5000
33.0 44.0 0.0 105.0
0 L 60\9 . QO ‘\ 115.0 1
B B AR B B AR EEEaE e o e e
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109238.D

Aca On 22 Sep 2018 22:49

Operator : JU/SJ

Sample : JAT77-29 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Cyclohexane, 2-butyl-1,1,3-... Concentration Rank 6

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

8.20 2.33 ng 108905 Naphthalene-d8 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 2-butvl-1.1.3-trime... 182 C13H26 054676-39-0 96
2 3-Tridecene. (E)- 182 C13H26 041446-57-5 87
3 4-Trifluoroacetoxvtridecane 296 C15H27F302 1000245-47-3 86
4 Cvclopentane. (2-methvlbutvl)- 140 C10H20 053366-38-4 58
5 3-Tridecene, (2)- 182 C13H26 041446-53-1 55

Abundance Scan 1039 (8.198 min): BF109238.D (-1038) (-) m/z 69.10 100.00%
69.1
41.0 55.0
5000
83.1
97.0 111.1125 1 I —
+ 1450 44011822 7.80 8.00 8.20 8.40 8.60
0 bbb | m/z  41.05  72.84%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47295: Cyclohexane, 2-butyl-1,1,3-trimethyl-
69.0
a0 0
5000 I R RN R
83.0 970 780 8.00 8.0 8.0 8.60
"~ 112.0706 o 16701820 m/z 55.05 71.34%
o T 7. . R W
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47272: 3-Tridecene, (E)-
41.0
80 oo 7.80 8.00 820 8.40 8.60
5000 m/z 57.10 62.72%
83.0
27.0 97.0
o L m“ || 110125.0130,0154.0168.0"%°
miz--> S A S AN Y APV AR *
Abundance #140819: 4-Trifluoroacetoxytridecane e
41.0 55.0 7.80 8.00 8.20 8.40 8.60
69.0 m/z 56.00 59.04%
5000 83.0
%1110
125.0
o — () ,.‘lk. NM- .1“,..Jl. L }?? ?}?4;2 . ?le? . ahdatieat i A
m/z--> 20 40 60 80 100 120 140 160 180 780 8.00 8.0 8.40 8.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109238.D

Aca On 22 Sep 2018 22:49

Operator : JU/SJ

Sample : JAT77-29 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Nonane, 2-methyl-5-propyl- Concentration Rank 5

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

8.43 2.68 ng 125113 Naphthalene-d8 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 2-methvl-5-propvl- 184 C13H28 031081-17-1 59
2 Heptadecane. 2.6.10.14-tetramethvl- 296 C21H44 018344-37-1 59
3 Oxalic acid. 2-ethvlhexvl octvl ... 314 C18H3404 1000309-39-1 53
4 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 53
5 Oxalic acid, ethyl neopentyl ester 188 C9H1604 1000309-72-4 53

Abundance Scan 1078 (8.428 min): BF109238.D (-1075) (-) m/z 57.10 100.00%
57.1
5000
851 1191 SRS R S
145.0 8.00 820 840 8.60 8.80
Ol el m/z 71.10 88.51%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48913: Nonane, 2-methyl-5-propyl-
57.0
5000 AR ARSI R
85.0 8.00 820 840 8.60 8.80
290 m/z 43.10 59.02%
T P it
0: IIIIIIII il I||| S II|III IIIII T T T T T T T T T
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #141441: Heptadecane, 2,6,10,14-tetramethyl-
57.0
800 820 840 860 8.80
5000 m/z 41.10 32.11%
85.0
0 ‘ I ‘ 1130 1410 1830 2110 2530 2810
mz-> 20 45 eb éo 160 120 1&0 160 180 200 220 240 260 280 |
Abundance #156356: Oxalic acid, 2-ethylhexyl octyl ester I REEmE B T
57.0 8.00 820 840 8.60 8.80
m/z 56.05 21.56%
5000
112.0
29.0 ‘ 83.0 157.0
Oﬁ'w'b'ﬂl”'ﬁm'ﬁ'J'P'”P'JI”“I“"“"'”"“'P'”P'”I' SRS R S
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 8.00 820 840 8.60 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109238.D

Aca On 22 Sep 2018 22:49

Operator : JU/SJ

Sample : JAT77-29 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 5 unknown8.54 Concentration Rank 8

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

8.54 2.20 ng 102636 Naphthalene-d8 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Nonene 126 C9H18 020063-77-8 46
2 5-Tetradecene. (B)- 196 C14H28 041446-66-6 46
3 4-Tetradecene. (B)- 196 C14H28 041446-78-0 43
4 1-Hexene. 3.3-dimethvl- 112 C8H16 003404-77-1 43
5 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 43

Abundance Scan 1097 (8.539 min): BF109238.D (-1093) (-) m/z 69.10 100.00%
69.1

5000

H111261 e —

14511601 1g1 2196.2 8.20 8.40 8.60 8.80

01 m/z 55.00 63.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11499: 3-Nonene
55.0
41.0
5000 70.0 L L e e
26.0 8.20 8.40 8.60 8.80
T m/z 41.00 51.95%
26 |- .
0 el e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58292: 5-Tetradecene, (E)-
55.0
R EEaE e AR Ea
41.0 8.20 8.40 8.60 8.80
5000 ' 70.0 m/z 70.10 50.48%
97.0
b0 1 L I | BE0 o amo 1990
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58284: 4-Tetradecene, (E)- B RAREmRmEEETEEEE R
41.0 55.0 8.20 8.40 8.60 8.80
m/z 56.05 49 .56%
5000 83.0
111.0 196.0
O%L om0 isoimo 190 A Wbl e
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109238.D

Aca On 22 Sep 2018 22:49

Operator : JU/SJ

Sample : JAT77-29 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Cyclohexane, 1,1,3-trimethy... Concentration Rank 4

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

9.16 3.24 ng 160256 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.3-trimethvl-2-(... 210 C15H30 054965-05-8 83
2 Cvclohexane. 1.1.2.3-tetramethvl- 140 C10H20 006783-92-2 58
3 Cvclopentane. hexvl- 154 C11H22 004457-00-5 50
4 5-Undecene. (E)- 154 C11H22 000764-97-6 49
5 2-Octene, 2,6-dimethyl- 140 C10H20 004057-42-5 49

Abundance Scan 1203 (9.163 min): BF109238.D (-1198) (-) m/z 57.10 100.00%
57.1
41.0
5000
Il 1731 19522102 880 9.00 920 940
Ob vl m/z 69.10 87.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #69597: Cyclohexane, 1,1,3-trimethyl-2-(3-methylpentyl)-
41.0 69.0

5000

880 9.00 9.20 9.40
m/z 41.00 75.57%

01
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18043: Cyclohexane, 1,1,2,3-tetramethyl-
41.0 69.0
R R e R R
8.80 9.00 9.20 9.40
5000 m/z 43.05 71.56%
125.0
I
o Y T W .
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27054: Cyclopentane, hexyl- R L B
41.0 69.0 8.80 9.00 9.20 9.40
m/z 71.10 68.31%
5000
84.0
T 111.0 154.0
0 ‘H ‘ “ | \
,....,....,....,....,....,....,....,....,....,...., R R e R RN SRR
m/z--> 20 40 80 100 120 140 160 180 200 8. 80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109238.D

Aca On 22 Sep 2018 22:49

Operator : JU/SJ

Sample : JAT77-29 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Sulfurous acid, 2-propyl tr... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.71 2.24 ng 70665 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 68
2 Hexadecane. 7.9-dimethvl- 254 C18H38 021164-95-4 68
3 Nonadecane 268 C19H40 000629-92-5 68
4 10-Methvlnonadecane 282 C20H42 056862-62-5 68
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 68
Abundance Scan 1976 (13.710 min): BF109238.D (-1973) (-) m/z 57.10 100.00%
57.1
5000
2311 IR BN B
055 0278.2  310.2 13.40 13.60 13.80 14.00
o} : m/z 71.10 79.27%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #149373: Sulfurous acid, 2-propyl tridecyl ester
43.0
5000 1.0 SR BRI SN SR B
13,40 13.60 13.80 14.00
m/z 43.10 70.19%
0,.U”J _ JL. 125.0 1540 1820 2170
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105903: Hexadecane, 7,9-dimethyl-
57.0
13.40 13.60 13.80 14.00
5000 85.0 m/z 85.10 48 .87%
155.0
. Lo g, 2o 183.0 2110 2390
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117637: Nonadecane A REEREEaSS
57.0 13.40 13.60 13.80 14.00
m/z 69.10 41_.37%
85.0
5000
29.0
ol g 1130 1410 169.0 197.0 268.0
miz-> 20 40 eb 80 100 150 150 160 180 200 220 240 260 280 300 1340 13.60 13.80 14.00

8270-BF092218 .M Mon Sep 24 14:30:48 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109238.D

Aca On 22 Sep 2018 22:49

Operator : JU/SJ

Sample : JAT77-29 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Eicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.62 3.99 ng 92462 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Heneicosane 296 C21H44 000629-94-7 89
3 Heptadecane 240 C17H36 000629-78-7 89
4 Eicosane. 2-methvl- 296 C21H44 001560-84-5 89
5 Nonadecane 268 C19H40 000629-92-5 76
Abundance Scan 2131 (14.621 min): BF109238.D (-2129) (-) m/z 57.10 100.00%
57.1
5000
196.1905 1 259.1290.1  336.1366.2 14.40 14.60 14.80 15.00
o ; m/z 71.10 74 .36%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
85.0
5000 L B B BULLILN B
mmmmmmﬁm
m/z 43.10 62.23%
. 20011 | F | 141016901970225025302820
m/z--> 55 100 1%0 260 2éo 360 3%0
Abundance #141424: Heneicosane
57.0
1440 14.60 14.80 15.00
5000 85.0 m/z 85.10 47.67%
. 23'0[ i ﬂl 1141 :0169.0197.0225.0253.0 2960
m/z--> 55 150 260 2éo 300 3%0
Abundance #94346: Heptadecane LI L L N B LA B
57.0 14.40 14.60 14.80 15.00
m/z 55.10 33.55%
85.0
5000
29.0
m/z--> 5'0 1(')0 1&1,0 2(')0 25'30 3(')0 3&1,0 14 I40 14 60 14. 80 15. 00

8270-BF092218 .M Mon Sep 24 14:30:49 2018 Page: 11



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF092218\
Data File : BF109238.D

Acq On 22 Sep 2018 22:49

Operator : JU/SJ

Sample : JAT777-29 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218_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]
unknown6 .47 6.47 36.2 ng 1259610 1 6.70 695822 20.0
Cyclohexane, 2-bu... 8.20 2.3 ng 108905 2 7.99 933131 20.0
Nonane, 2-methyl-._._. 8.43 2.7 ng 125113 2 7.99 933131 20.0
unknown8 .54 8.54 2.2 ng 102636 2 7.99 933131 20.0
Cyclohexane, 1,1,... 9.16 3.2 ng 160256 3 9.74 988538 20.0
Sulfurous acid, 2... 13.71 2.2 ng 70665 5 13.84 631799 20.0
Eicosane 14.62 4.0 ng 92462 6 15.24 463852 20.0
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