LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102918\
Data File : VU027849.D

Acq On : 29 Oct 2018 12:35

Operator : MD/SY

Sample : J5668-10DL 5X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 7 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % 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:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM102218WMA .M
Title : VOC Analysis

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 0.811 45 47 51 rBV 119 128 0.02% 0.003%
2 1.039 115 118 120 rBvV 228 156 0.03% 0.004%
3 1.090 120 134 157 rBvV 171575 200361 32.70% 4.719%
4 1.184 159 163 169 rvv 2046 1800 0.29% 0.042%
5 1.287 190 195 203 rBvY 3080 3008 0.49% 0.071%
6 1.399 223 230 239 rBvY 57207 58634 9.57% 1.381%
7 1.679 309 317 331 rvB 39253 50441 8.23% 1.188%
8 2.274 490 502 516 rBY 84764 128994 21.05% 3.038%
9 2.444 548 555 562 rBvV2 1456 2070 0.34% 0.049%
10 2.701 632 635 640 rvB2 136 110 0.02% 0.003%
11 2.830 671 675 679 rBv2 264 294 0.05% 0.007%
12 2.984 714 723 731 rVB3 691 1006 0.16% 0.024%
13 3.254 803 807 812 rVvB 117 112 0.02% 0.003%
14 3.852 990 993 995 rBvV 177 148 0.02% 0.003%
15 3.901 1003 1008 1010 rBvV 144 147 0.02% 0.003%
16 3.920 1011 1014 1021 rVB 106 132 0.02% 0.003%
17 4.180 1077 1095 1099 rBvV 38976 78427 12.80% 1.847%
18 4.373 1153 1155 1159 rBvV 165 138 0.02% 0.003%
19 4_.650 1224 1241 1267 rBvV 66113 155663 25.40% 3.666%
20 4.875 1307 1311 1314 rBvV 265 238 0.04% 0.006%
21 4.891 1314 1316 1318 rVvV 342 136 0.02% 0.003%
22 4.904 1318 1320 1322 rVV 263 169 0.03% 0.004%
23 4.920 1323 1325 1329 rVB2 270 202 0.03% 0.005%
24 5.135 1389 1392 1394 rBV 142 124 0.02% 0.003%
25 5.341 1433 1456 1476 rBvV2 139149 410873 67.06% 9.677%
26 5.630 1543 1546 1553 rVB 121 116 0.02% 0.003%
27 5.691 1558 1565 1572 rBB 192 364 0.06% 0.009%
28 5.736 1573 1579 1583 rBV 166 291 0.05% 0.007%
29 5.791 1593 1596 1598 rBV 148 125 0.02% 0.003%
30 5.830 1605 1608 1611 rBV 198 175 0.03% 0.004%
31 5.888 1611 1626 1643 rBV 129954 253365 41.35% 5.967%
32 5.968 1649 1651 1656 rVB 244 192 0.03% 0.005%
33 5.990 1656 1658 1660 rBV 177 113 0.02% 0.003%
34 6.064 1678 1681 1684 rBB 130 111 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102918\

Data File : VvVU027849.D

Acq On : 29 Oct 2018 12:35

Operator : MD/SY

Sample : J5668-10DL 5X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 7 Sample Multiplier: 1

Integration Parameters: LSCINT.P

Integrator: RTE

Smoothing : OFF Filtering: 5
Sampling : 1 Min Area: 0 % 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 :
35 6.084
36 6.331
37 6.408
38 6.675
39 6.836
40 6.859
41 6.939
42 7.010
43 7.048
44 7.077
45 7.116
46 7.228
47 7.318
48 7.566
49 7.662
50 7.849
51 7.942
52 8.119
53 8.183
54 8.312
55 8.447
56 8.518
57 8.556
58 8.576
59 8.643
60 8.678
61 8.698
62 9.090
63 10.431
64 10.611
65 10.682
66 10.878
67 11.190
68 11.309
69 11.347
70 11.482
71 11.566

SOMULM102218WMA M

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM102218WMA .M

VOC Analysis
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102918\
Data File : VU027849.D

Acq On : 29 Oct 2018 12:35

Operator : MD/SY

Sample : J5668-10DL 5X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 7 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % 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:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM102218WMA .M
Title : VOC Analysis

72 11.756 3445 3451 3457 rBV3 548 806 0.13% 0.019%
73 11.862 3472 3484 3504 rBvY 185660 298734 48_.75% 7.036%
74 12.077 3548 3551 3553 rBV2 194 141 0.02% 0.003%
75 12.106 3556 3560 3562 rBVY 452 387 0.06% 0.009%
76 12.617 3716 3719 3722 rVB3 416 273 0.04% 0.006%
77 12.759 3758 3763 3766 rVB3 314 276 0.05% 0.007%
78 12.817 3777 3781 3784 rVB2 242 158 0.03% 0.004%
79 12.887 3800 3803 3805 rBvV2 227 149 0.02% 0.004%
80 12.932 3815 3817 3820 rVB 284 125 0.02% 0.003%
81 12.977 3826 3831 3833 rBV2 169 151 0.02% 0.004%
82 13.585 4016 4020 4024 rBvY 208 243 0.04% 0.006%
83 13.794 4083 4085 4089 rVB2 236 160 0.03% 0.004%
84 13.881 4109 4112 4115 rVB 276 174 0.03% 0.004%
85 14.280 4226 4236 4245 rVB 4532 7812 1.27% 0.184%
86 14.350 4254 4258 4259 rBV2 261 179 0.03% 0.004%
87 14.460 4288 4292 4295 rBvY 329 308 0.05% 0.007%
88 14.582 4317 4330 4332 rBV5 2568 3979 0.65% 0.094%
89 14.788 4388 4394 4397 rBV2 497 374 0.06% 0.009%
90 14.829 4403 4407 4411 rBV4 662 607 0.10% 0.014%
91 15.090 4483 4488 4494 rVB3 1102 1368 0.22% 0.032%
92 15.453 4597 4601 4609 rBV3 800 1104 0.18% 0.026%
93 15.617 4644 4652 4662 rBV3 2666 4298 0.70% 0.101%
94 15.881 4726 4734 4744 rVB 2779 4316 0.70% 0.102%
95 16.431 4903 4905 4909 rBvV2 406 355 0.06% 0.008%
96 16.472 4916 4918 4919 rBV2 467 202 0.03% 0.005%

97 16.556 4933 4944 4960 rVB 412556 612736 100.00% 14.431%
98 16.704 4980 4990 5001 rBV 76114 115426 18.84% 2.719%

99 17.276 5161 5168 5180 rBV3 7821 12409 2.03% 0.292%
100 17.482 5226 5232 5243 rVB3 18333 30781 5.02% 0.725%
Sum of corrected areas: 4245888
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102918\
Data File : VU027849.D

Acq On : 29 Oct 2018 12:35

Operator : MD/SY

Sample - J5668-10DL 5X

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM102218WMA .M
VOC Analysis

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

Abundance TIC: VU027849.D
400000

300000

200000
1.09

5.34 5.89

100000 2.27

1.68
0.81 1. .13254K }\ A2.44 2.72.82.98 3.25 3B92 4.37 4T 5.14 5 BRI 8 1 SR

Time--> 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00
Abundance TIC: VU027849.D
400000

300000

11.48

200000 7.57 11.86
10.43
100000
785
41 GG&BaﬂMMEJ\ 7.66 7948 8. SEIAD 10,6%810.88 11.19133511.571.7
R R

w
w

o

T
Time--> 6 50 8. OO 8.50 9 OO 9 50 10. OO 10.50 11.00 11.50
Abundance TIC: VU027849.D
400000 16.56

300000

200000

100000 16.70

17281748
o 13.501317088  144%524.58124783 15.09  15.455.62 15.88 :
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102918\
Data File : VU027849.D

Acq On : 29 Oct 2018 12:35

Operator : MD/SY

Sample - J5668-10DL 5X

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM102218WMA .M
VOC Analysis

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 Butylated Hydroxytoluene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.56 97.60 ug/L 612736 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butylated Hydroxytoluene 220 C15H240 000128-37-0 98
2 Butylated Hydroxytoluene 220 C15H240 000128-37-0 96
3 Butylated Hydroxytoluene 220 C15H240 000128-37-0 94
4 Butylated Hydroxytoluene 220 C15H240 000128-37-0 93
5 Phenol, 2,4,6-tris(1-methylethyl)- 220 C15H240 002934-07-8 87
Abundance Scan 4945 (16.559 min): VU027849.D (-4933) (-) m/z 205.20 100.00%
205
5000
57 220 UV R RS
4l 77 91 10547128 145 161 177189 16.20 16.40 16.60 16.80
.”,.”.ﬂ”.h“h.hh.m,.. “Hm.n..wn.nh.m.,”..p.. m/z 220.20 24 _.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77555: Butylated Hydroxytoluene
205
5000 UV R RS
16.20 16.40 16.60 16.80
57 145 220 m/z 57.10 19.62%
L T % s | e Mg |
miz--> "'zb""4b""éo'"'s'o"'ic')é"lzo Tho 160 180 200 230
Abundance #77554: Butylated Hydroxytoluene
205
16.20 16.40 16.60 16.80
5000 m/z 206.20 15.32%
57 220
20 % | 6988 93105 uo1a 1 11 7180 |
s B G a0 i 1o 1o e 1% Ho o
Abundance #77556: Butylated Hydroxytoluene e e
205 16.20 16.40 16.60 16.80

m/z 145_.20 11.90%

5000 220

7
69 81 93105 119131 145 161 177189

15 29 41

m/z--> 20 40 60 80 100 120 140 160 180 200 220 16. 20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102918\
Data File : VU027849.D

Acq On : 29 Oct 2018 12:35

Operator : MD/SY

Sample - J5668-10DL 5X

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM102218WMA .M
VOC Analysis

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 1,1"-Biphenyl, 2-chloro- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.70 18.39 ug/L 115426 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,1"-Biphenyl, 2-chloro- 188 C12H9CI 002051-60-7 97
2 1,1"-Biphenyl, 4-chloro- 188 C12H9CI 002051-62-9 95
3 1,1"-Biphenyl, 4-chloro- 188 C12H9CI 002051-62-9 95
4 1,1"-Biphenyl, 4-chloro- 188 C12H9CI 002051-62-9 95
5 3-Chlorobiphenyl 188 C12H9CI 002051-61-8 93
Abundance Scan 4989 (16.701 min): VU027849.D (-4980) (-) m/z 188.05 100.00%
188
152
5000
63 76 B B
39 51 87 98 126 16.40 16.60 16.80 17.00
Wl 27 Thsz 152,10 61.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #51686: 1,1'-Biphenyl, 2-chloro-
188
152
5000 LR DU UL B R
26 16.40 16.60 16.80 17.00
63 m/z 190.10 32.03%
39 =l 94 113126938 || 164 ,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #51685: 1,1'-Biphenyl, 4-chloro-
188
16.40 16.60 16.80 17.00
5000 152 m/z 153.10 23.80%
o 76
15 27 39 51 % | 94 113126438 ‘w 164175 |
miz--> % 4 80 80 100 130 1o 1% 180 200
Abundance #51691: 1,1'-Biphenyl, 4-chloro- ama ./.\, e
188 16.40 16.60 16.80 17.00
m/z 76.10 19.42%
5000 152
76
2830 51 63 | 94 114126135 | 164177 |
m/z--> 20 40 eb 80 100 120 140 160 180 200 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102918\
Data File : VU027849.D

Acq On : 29 Oct 2018 12:35

Operator : MD/SY

Sample - J5668-10DL 5X

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM102218WMA .M
VOC Analysis

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 4-Ethylbiphenyl Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

17.48 4.90 ug/L 30781 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Ethylbiphenyl 182 C14H14 005707-44-8 55
2 9H-Fluorene, 9,9-dimethyl- 194 C15H14 004569-45-3 52
3 Phenanthrene, 9,10-dihydro-1-met... 194 C15H14 095676-48-5 50
4 4-Ethylbiphenyl 182 C14H14 005707-44-8 49
5 9H-Fluorene, 2,3-dimethyl- 194 C15H14 004612-63-9 42

Abundance Scan 5231 (17.479 min): VU027849.D (-5226) (-) m/z 167.10 100.00%

167
5000

1
LIRS B B B D S S B B B B B B B

17.20  17.40  17.60
m/z 179.10  52.04%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #47309: 4-Ethylbiphenyl
167

182

17.20  17.40  17.60
m/z 182.10  44.35%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #56535: 9H-Fluorene, 9,9-dimethyl-
179
A
17.20 17.40 17.60
5000 194 m/z 178.05 28.50%
89
39 63 115128 122165
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #56540: Phenanthrene, 9,10-dihydro-1-methyl- —
179 194 1720  17.40  17.60
m/z 165.05 20.68%
5000
152165
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.20 17.40 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102918\
Data File : VU027849.D

Acq On : 29 Oct 2018 12:35

Operator : MD/SY

Sample : J5668-10DL 5X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 7 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM102218WMA .M
VOC Analysis

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butylated Hydroxy... 16.56 97.6 ug/L 612736 3 11.49 313905 50.0
1,1*-Biphenyl, 2-_... 16.70 18.4 ug/L 115426 3 11.49 313905 50.0
4-Ethylbiphenyl 17 .48 4.9 ug/L 30781 3 11.49 313905 50.0
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